LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021118.D

Aca On - 27 Feb 2016 17:04 Instrument :

Operator : UM/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : H1578-09 DUP-1-20160224

ALS Vial : 38 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-BG022616.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 5.258 407 412 418 rVB2 5875 8975 1.56% 0.346%
2 5.716 484 490 498 rBB 50791 78924 13.74% 3.045%
3 7.308 755 761 767 rBB 31404 52039 9.06% 2.007%
4 7.696 820 827 834 rBB 107287 182925 31.85% 7.057%
5 8.166 901 907 912 rBV 23429 36763 6.40% 1.418%

8.489 956 962 969 rBB 103400 173054 30.13% 6.676%
9.330 1098 1105 1112 rBB 95303 164162 28.59% 6.333%
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10.975 1379 1385 1392 rBV 32289 56584 9.85% 2.183%

rBB 264509 388229 67.60% 14.976%

14.776 2026 2032 2037 rBB2 53244 84362 14.69% 3.254%

11 15.575 2163 2168 2170 rBV 7568 9607 1.67% 0.371%
12 16.251 2276 2283 2290 rBB 224808 331914 57.80% 12.804%
13 17.079 2418 2424 2431 rBB4 5848 9344 1.63% 0.360%
14 17.508 2491 2497 2503 rBV 85980 121844 21.22% 4_.700%
15 18.372 2640 2644 2649 rBB 5261 6326 1.10% 0.244%

16 20.099 2932 2938 2943 rBV 460561 574268 100.00% 22.153%
17 21.398 3154 3159 3168 rBV3 16119 27074 4.71% 1.044%
18 21.768 3216 3222 3229 rBV 95615 153436 26.72% 5.919%
19 25.052 3771 3781 3793 rVB2 49696 132430 23.06% 5.109%

Sum of corrected areas: 2592260
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021118.D

Aca On - 27 Feb 2016 17:04

Operator : UM/SJ

ﬁ?ggle i H1578-09 DUP-1-20160224
ALS Vvial : 38 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022616.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: BG021118.D
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Abundance TIC: BG021118.D
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Abundance TIC: BG021118.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021118.D

Aca On - 27 Feb 2016 17:04

Operator : UM/SJ

ﬁ?ggle i H1578-09 DUP-1-20160224
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown7.70 Concentration Rank 1

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

7.70 99.52 ng 182925 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 828 (7.702 min): BG021118.D (-820) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 o || %0 a0 780 780 80
Okl el 8O L Aee Wl m/z 68.00 48.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AL R L SRR
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.00 32.67%
‘ ‘ ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘ |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| e
m/z--> 30 80 90 100 110 120 130 140
Abundance
132.0
A
7.40 7.60 7.80 8.00
5000 97.0 m/z 133.90 31.70%
70.0
31.0
. 44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e e R mam e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 22 .53%
5000
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I" U UL L I R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021118.D

Aca On : 27 Feb 2016 17:04

Operator : UM/SJ

Sample : H1578-09

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.53 ng 27074 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 83
Abundance Scan 3159 (21.398 min): BG021118.D (-3154) (-) m/z 55.00 100.00%
540
97.0

5000
1249
19|2-8 280.9 21.00 21.20 21.40 21.60 21.80
ol —IL] ,,',, m/z 57.00 90.63%

m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecy! ester
43.0
|
5000 AU BRI LI I B
1110 21.00 21.20 2140 21.60 21.80

m/z 97.00 80.24%

139.0
1810 224.0259-0 297.0

0 A”“... T ..u T
m/z--> 50 150 250 300 350
Abundance
57.0 97.0
R N A NREmEs
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.00 78.33%
29.0 1250 250.0
o 154.0182.0 224.0°% 297.0 360.0
B e e o e e I T L e e e e o e
m/z--> 50 100 150 200 250 300 350
Abundance #100813: 1-Octadecanol P e
43.0/ 83.0 21.00 21.20 21.40 21.60 21.80
m/z 69.00 78.27%
5000 111.0
0 { ‘ ’ J |l \13?04\168'0 196.0224.0252.0 A
- IIIIIII‘II I”I IlI‘IIIII‘IIII T T 1T 7T Trrryprrrryrrrrr[rrrrr[rr
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\

Data File : BG021118.D

Acg On : 27 Feb 2016 17:04

Operator : UM/SJ

ﬁ?ggle i H1578-09 DUP-1-20160224
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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]
unknown?7 .70 7.70 99.5 ng 182925 1 8.17 36763 20.0
Bromoacetic acid,... 21.40 3.5 ng 27074 5 21.77 153436 20.0
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