LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100452.D

Aca On : 11 Nov 2017 20:24 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 16396-09 LS-CONCRETE

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-BF110817.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 2.210 18 21 29 rvB2 32868 54732 1.68% 0.202%
2 4_.522 410 414 421 rVB 54273 59816 1.83% 0.221%
3 5.134 514 518 531 rVB 564241 702003 21.49% 2.589%
4 5.528 579 585 588 rBY 3113599 3137766 96.07% 11.570%
5 6.528 749 755 758 rBY 2850584 3222996 98.68% 11.885%

6.675 775 780 783 rBV 3256683 3143307 96.24% 11.591%
6.904 815 819 822 rBV 1031618 823717 25.22% 3.037%
2789011 2543271 T77.87% 9.378%
7.463 909 914 917 rBV 1911232 2019606 61.84% 7.447%
8.186 1033 1037 1040 rBV 1136563 993245 30.41% 3.663%
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11 9.257 1215 1219 1223 rBV 3290153 3266120 100.00% 12.044%
12 9.651 1282 1286 1290 rBV 100765 92272 2.83% 0.340%
13 9.939 1331 1335 1346 rVB2 991408 882649 27.02% 3.255%
14 10.727 1465 1469 1472 rBV 1545891 1387121 42.47% 5.115%
15 11.427 1584 1588 1591 rBV 857015 750835 22.99% 2.769%

16 13.010 1853 1857 1860 rBV 2759197 2550148 78.08% 9.404%
17 13.892 2004 2007 2017 rBV 119608 152380 4.67% 0.562%

18 14.062 2033 2036 2040 rBvV 889938 782145 23.95% 2.884%
19 15.551 2284 2289 2297 rVB 430836 554985 16.99% 2.046%

Sum of corrected areas: 27119114
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100452.D

11 Nov 2017 20:24

SJ/JU

16396-09 LS-CONCRETE
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100452.D

Aca On : 11 Nov 2017 20:24

Operator : SJ/JU

ﬁ?ggle i 16396-09 LS-CONCRETE
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.13 17.04 ng 702003 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF100452.D (-514) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AN L AR
| 83.0 | 4.80 5.00 5.20 5.40
ottt e m/z 59.10 54.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk b0 5% S
0
150 a0 1010 m/z 101.10 16.78%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 14 .74%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100452.D

Aca On : 11 Nov 2017 20:24

Operator : SJ/JU

ﬁ?ggle i 16396-09 LS-CONCRETE
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 76.32 ng 3143310 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF100452.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
400 490 | 6.40 6.60 6.80 7.00
o....,...:Il!..:,:!..,::.n',..75',0....,..!.,?1??:?....,...., | | m/z 68.10 41.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 31.85%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.77%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene R AR R EE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.90%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N " 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

Data File : BF100452.D

Aca On : 11 Nov 2017 20:24

Operator : SJ/JU

ﬁ?ggle i 16396-09 LS-CONCRETE
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.90 ng 152380 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 2007 (13.892 min): BF100452.D (-2004) (-) m/z 43.10 100.00%
43.1
83.1
5000
Fm 15160 1380 14100 1450
191.0 : : :
I !.]'.e,-....-,~....,.2I8.1'.1,....,....,.. m/z 57.05 97.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecy! ester
43.0
83.0
5000 R SR U UL SR
13.60 13.80 14.00 14.20
210 m/z 55.05 96.42%
oL .“‘.‘ i H H‘l Ml\ M —t 2080 ZSIOOI 2|97|q T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 SR R DU SR AR
13.60 13.80 14.00 14.20
5000 m/z 69.10 77 .41%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 75.41%
5000
0 26l0]| | | 1390 196.0 269.0 3200
m/z--> 50 100 150 2(')0 250 300 350 400 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEMI\BNA_F\DATA\BF111117\

BF100452.D

11 Nov 2017 20:24

SJ/JU

16396-09 LS-CONCRETE
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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... 5.13 17.0 ng 702003 1 6.90 823717 20.0

unknown6.67

6.67 76.3 ng 3143310 1 6.90 823717 20.0

Bromoacetic acid,... 13.89 3.9 ng 152380 5 14.06 782145 20.0
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