LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 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-BF092016.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 1.667 6 7 43 rVB 1969581 5094828 100.00% 24.027%
2 4.582 260 262 273 rVB 162090 236248 4.64% 1.114%
3 5.062 302 304 307 rBV 898869 1113315 21.85% 5.250%
4 6.159 398 400 408 rBVY 1156117 1158120 22.73% 5.462%
5 6.273 408 410 412 rBV 1396515 1263577 24.80% 5.959%
6 6.502 428 430 433 rBV 564789 671747 13.18% 3.168%
7 6.662 442 444 446 rBV 1197118 1018658 19.99% 4 .804%
8 7.073 478 480 484 rBV 717052 684416 13.43% 3.228%
9 7.793 541 543 547 rBV 971640 873375 17.14% 4.119%
10 8.879 636 638 640 rBY 1045564 1212510 23.80% 5.718%

11 9.279 670 673 675 rBvV 254501 292972 5.75% 1.382%
12 9.542 694 696 698 rBvV 703251 790570 15.52% 3.728%
13 10.319 761 764 767 rBV 717476 711407 13.96% 3.355%
14 10.468 775 777 781 rVB 53090 78151 1.53% 0.369%
15 11.005 822 824 825 rBV 931879 819731 16.09% 3.866%

16 11.085 828 831 836 rvB2 22759 54223 1.06% 0.256%
17 11.565 872 873 876 rvv3 40937 79645 1.56% 0.376%
18 11.611 876 877 881 rvB2 41532 61983 1.22% 0.292%

19 12.205 926 929 931 rBV 283012 279728 5.49% 1.319%
20 12.422 945 948 950 rBV 258683 296642 5.82% 1.399%

21 12.582 960 962 965 rBV 944745 1096075 21.51% 5.169%
22 12.857 984 986 990 rBV3 32402 52462 1.03% 0.247%
23 13.508 1040 1043 1046 rVB3 202919 292274 5.74% 1.378%
24 13.611 1050 1052 1057 rBV 718007 1264770 24.82% 5.965%
25 14.400 1118 1121 1124 rBV 303070 405124 7.95% 1.911%

26 14.605 1136 1139 1142 rBV 136827 307482 6.04% 1.450%
27 14.845 1158 1160 1162 rVB 101267 118806 2.33% 0.560%

28 14.891 1162 1164 1166 rBV 108642 138310 2.71% 0.652%
29 14.948 1166 1169 1171 rBV 523085 737618 14.48% 3.479%

Sum of corrected areas: 21204767
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090181.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.58 7.03 ng 236248 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 262 (4.582 min): BF090181.D (-260) (-) m/z 43.05 100.00%
a3
59
5000
101 et PPt
420 4.40 4.60 4.80 5.00
83
O et e i e e e e || M7z 59.10 62 19%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS RN AR
420 4.40 4.60 4.80 5.00
m/z 101.10 23.16%
31 83 1?1
0 ||‘||H|||||||||||||||||||||||||||||||||||||||||||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
420 440 460 480 500
5000 10 m/z 58.10 17.91%
45 159
o 23 114128 145 177199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- A Ramms e
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.32%
5000 101
116
0 ..”,.”.,.Z%,”..,”..,”..“.............”,..”,.”
m/z--> 60 80 100 120 140 160 180 200 220 240 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 3 unknown6.27 Concentration Rank 2

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

6.27 37.62 ng 1263580 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 410 (6.273 min): BF090181.D (-408) (-) m/z 132.10 100.00%
32
5000 68
6 L B
40 54 75 104 6.00 6.20 6.40 6.60
o....,....;-:..“ﬁ.-...,‘?l.',....,..5.‘?,..!.,.'.'..,.1.1.5.,...., b | m/z 68.10 38.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 IR RS B U
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.10 32.42%
| o
o----.-3-4--‘.-‘---a‘--‘--??‘-‘w‘.--‘-‘-‘.----.--‘--.-19-“3-.----.1-2-‘-‘-."---.---
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o " 600 620 640 6.60
5000 m/z 66.10 22 _.37%
78
31 35 ,, 5t
S R RS R RN RS AR RARSS RA AR SEAR WA SRR N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R e BEERE EEa e e
132 6.00 6.20 6.40 6.60
m/z 96.10 14.61%
5000
67
80 91
0 4\5 \5‘4 §q m 74H\ ‘ ‘\ 97 196 117 Al
m/z--> 30 4'0 5'0 60 70 80 90 1(')0 110 12'0 130 140 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl3.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.51 4.62 ng 292274 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 43
2 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 35
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 35
4 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 35
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 35
Abundance Scd)ar‘l 1043 (13.508 min): BF090181.D (-1040) (-) m/z 105.10 100.00%
105
149
5000 77
NN AU SRR
13.20 13.40 13.60 13.80
ol .‘fﬂ. .Ml Lo 179210 253283311 | m/z 149.10 70.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 RS DAUARUNARRE!
77 13 20 13 40 13. 60 13.80
m/z 77.05 41 .21%
oL 27 ﬁl A 179
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo
Abundance
149
13.20 13.40 13.60 13.80
5000 43 m/z 57.10 18.13%
71
0 97123 | 176 260 a 474 v,_ﬂ,Auv»-»«j\‘\j\’”"AJ\’«'“
m/z--> éo 160 1éo 260 250 360 3%0 460 4éo
Abundance #59702: Benzoic acid, phenyl ester R e R RR B
105 13.20 13.40 13.60 13.80
m/z 83.10 14 .17%
5000
77
o2, i 198
m/z--> éo 160 1éo 260 2%0 360 3%0 400 4éo 1320 1340 1360 1380 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090181.D

Aca On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample : H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.40 10.98 ng 405124 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 83
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 43
4 Dodecanamide 199 C12H25NO0 001120-16-7 38
5 Nonanamide 157 C9H19NO 001120-07-6 38
Abundance Scan 1121 (14.400 min): BF090181.D (-1118) (-) m/z 59.05 100.00%
5000 A\
T o1 14:00 14.20 14.40 14.60 14.80
3 149 : : : : :
o all iy 110192 217 290259277 808 337 ST1 - Fysz72.10  77.10%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 UL UL SR SULLLR B
14.00 14.20 14.40 14.60 14.80
m/z 55.10 46.04%
29 81 126
ok \I\‘ IM \; \‘\H MMO\H i Il|54} |1|8‘} |22|O|23I8 i I2£|31I ————
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.00 14.20 14.40 14.60 14.80
5000 m/z 69.10 30.85%
137
8 112
o 39 165 193 221240 263 294 319537
m/z--> 50 100 150 200 250 300 350
Abundance #160272: Pentadecanamide, 15-bromo- I RREEEEEES T
59 14.00 14.20 14.40 14.60 14.80
m/z 43.10 27.15%
240
0 29 |, il » 86 114 142 170 212 | 260278 302321
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090181.D

Acq On : 22 Sep 2016 1:31

Operator : UM/SJ

Sample - H4856-07 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.58 7.0 ng 236248 1 6.50 671747 20.0
unknown6 .27 6.27 37.6 ng 1263580 1 6.50 671747 20.0
unknownl13.51 13.51 4.6 ng 292274 5 13.62 1264770 20.0
9-Octadecenamide, ... 14.40 11.0 ng 405124 6 14.95 737618 20.0
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