LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\

Data File : BF086148.D

Aca On 7 Apr 2016 23:54

Operator : UM/SJ

3?22'6 i H2282-06 AMBOY-SB-15(0.5-20.0
ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF040216.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 2.944 71 75 77 rBv2 11691 28966 1.06% 0.126%
2 3.219 98 99 101 rvVvB2 37553 31198 1.14% 0.136%
3 4.899 244 246 261 rBV 198927 308145 11.24% 1.345%
4 5.333 281 284 303 rBVY 2074676 2298732 83.86% 10.035%
5 5.733 318 319 322 rBV 22721 29038 1.06% 0.127%
6 6.385 373 376 378 rBY 2113204 2353647 85.86% 10.275%
7 6.499 384 386 389 rBVY 1946305 2171601 79.22% 9.480%
8 6.739 404 407 409 rBV 481611 630487 23.00% 2.752%
9 6.887 418 420 423 rBV 1820667 1639332 59.80% 7.157%
10 7.299 454 456 459 rBVY 1075415 1413758 51.57% 6.172%

11 8.019 517 519 522 rBV 948553 842182 30.72% 3.677%
12 9.093 611 613 616 rBY 2104365 2346451 85.60% 10.244%
13 9.493 646 648 651 rBvY 383736 350951 12.80% 1.532%
14 9.711 664 667 669 rBvV 44773 44025 1.61% 0.192%
15 9.768 670 672 675 rVvV 927156 933738 34.06% 4._.076%

16 9.962 684 689 691 rBv2 13239 35222 1.28% 0.154%
17 10.202 709 710 712 rVB 58977 58603 2.14% 0.256%
18 10.419 727 729 733 rBV 25890 47822 1.74% 0.209%

19 10.568 739 742 744 rBV2 1202242 1701307 62.06% 7.427%
20 10.682 749 752 756 rvVB2 68855 129963 4.74% 0.567%

21 11.128 789 791 792 rBV 35030 39464 1.44% 0.172%
22 11.254 800 802 805 rBV 1143033 978340 35.69% 4.271%
23 11.791 847 849 859 rBvV 72748 91762 3.35% 0.401%

24 12.842 938 941 943 rBV 2470743 2741204 100.00% 11.967%
25 13.734 1017 1019 1029 rBV 131002 269974 9.85% 1.179%

26 13.894 1030 1033 1035 rBV 637213 798426 29.13% 3.486%
27 15.288 1152 1155 1161 rBV 473009 555490 20.26% 2.425%
28 15.505 1170 1174 1181 rVB5 9170 36427 1.33% 0.159%

Sum of corrected areas: 22906255
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040716\

BF086148.D

7 Apr 2016 23:54

UM/SsJ

H2282-06

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086148.D

Aca On > 7 Apr 2016 23:54

Operator : UM/SJ

Sample : H2282-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.
4900 9.77ng 308145  1,4-Dichlorobenzene-da 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 56

017348-59-3 23
001116-98-9 23

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 246 (4.899 min): BF086148.D (-244) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1 R e e BEERE
| 83.1 460 480 500 5.20
O el e e e e m/z 59.10 58.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.60 4.80 5.00 5.20
0
15.0 101.0 m/z 101.10 22.71%
31.0 ‘ 83.0
0 ‘ Tl Ly . ‘
T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R e RN E
460 4.80 5.00 5.20
5000 m/z 58.10 16.64%
41.0
29.0 101.0
0 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester N AR
59.0 460 480 500 520
m/z 41.10 8.77%
5000 41.0
1,730 1260 1420
B S a == SR SM L a ..w..”,.”.,”..“..w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086148.D

Aca On > 7 Apr 2016 23:54

Operator : UM/SJ

Sample : H2282-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.50 Concentration Rank 1

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

6.50 68.89 ng 2171600 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 386 (6.499 min): BF086148.D (-384) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 541 | %1 o0 6w 650 om0
0 541 . . . .
bt ,~:-.|.'.§,1-9. TR m/z 68.10 44.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DR LR S LR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 31.90%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "oB0 om0 ok ok
5000 ggo 1160 m/z 66.10 28.31%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine B a s ma e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.90%
97.0
5000 0.0
3o 520 116.0
0"k'll”b'l”'““ﬂ""W"'ll" B R L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086148.D

Aca On > 7 Apr 2016 23:54

Operator : UM/SJ

Sample : H2282-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.66 ng 129963 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Tetratriacontane 479 C34H70 014167-59-0 86
Abundance Scan 752 (10.682 min): BF086148.D (-749) (-) m/z 57.10 100.00%
51.1
5000
L a1t 100 71040 10,60 1030 1100
0 m/z 71.10 81.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 LRI BN UL SN S
10,40 10.60 10.80 11.00
99.0 m/z 43.10 66.66%
0250, | LA H‘ | 1410 1830 2400
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 55.79%
99.0
o 141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane e B B B AL BA ma
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.02%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086148.D

Aca On > 7 Apr 2016 23:54

Operator : UM/SJ

Sample : H2282-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.76 ng 269974 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 1-Heptadecanol 256 C17H360 001454-85-9 87
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 86

Abundance Scan 1019 (13.734 min): BF086148.D (-1017) (-) m/z 57.10 100.00%

83.1

5000

|

13. 40 13 60 13. 80 14. OO

01 m/z 83.10 97.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000 R e o e S  RERES

13.40 13.60 13.80 14.00
m/z 55.10 93.34%

| |4
oo bl b b 2520, 300 a0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
83.0

1340 13.60 13.80 14.00
5000 m/z 43.10 87.72%

31.0 111.0
o 139.0 168.0 1960 224.0
T T T T T T e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92320: 1-Heptadecanol

550  gaq 13.40 13.60 13.80 14.00

m/z 97.10 86.64%

5000
111.0
29.0
0 HM | L 11990 1680 210.0 238.0
”Wm“”””wwm.mwnwm“mnnww. A R
mz--> 20 60 80 100 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086148.D

Acq On > 7 Apr 2016 23:54

Operator : UM/SJ

Sample - H2282-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.90 9.8 ng 308145 1 6.74 630487 20.0
unknown6 .50 6.50 68.9 ng 2171600 1 6.74 630487 20.0
Heptadecane 10.68 2.7 ng 129963 4 11.25 978340 20.0
Trichloroacetic a... 13.73 6.8 ng 269974 5 13.89 798426 20.0
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