LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J4502-01 LGS-CONCRETE

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 3.855 253 258 264 rBV 33285 48112 1.28% 0.148%
2 4.666 390 396 400 rBVY 1978538 2164337 57 .66% 6.656%
3 5.260 491 497 500 rBV 2129465 2544200 67.78% 7.824%
4 5.643 558 562 565 rBY 2460730 2109737 56.21% 6.488%
5 6.631 725 730 733 rBVY 2948749 2909982 77 .52% 8.949%

6.784 752 756 759 rBV 3029626 2628728 70.03% 8.084%
7.013 792 795 799 rBV 1094723 942854 25.12% 2.900%
7.172 818 822 825 rBV 3086268 2581023 68.76% 7.937%
7.578 886 891 894 rBV 2152203 2088110 55.63% 6.422%
8.295 1009 1013 1017 rBV 1233013 1155577 30.79% 3.554%

=
QO ~NO®

11 9.372 1191 1196 1199 rBV 4336097 3753633 100.00% 11.543%
12 9.760 1258 1262 1267 rBV 147626 121579 3.24% 0.374%
13 10.060 1309 1313 1323 rBV 1423876 1253646 33.40% 3.855%
14 10.848 1444 1447 1460 rBV 547909 535970 14.28% 1.648%
15 11.554 1563 1567 1571 rBV 1356604 1194938 31.83% 3.675%

16 13.019 1813 1816 1819 rVB 45076 41487 1.11% 0.128%
17 13.142 1833 1837 1840 rBV 4125284 3659213 97.48% 11.253%
18 14.030 1984 1988 1999 rBV2 141519 273087 7.28% 0.840%
19 14.207 2014 2018 2022 rBV 1375115 1266805 33.75% 3.896%
20 14.654 2089 2094 2096 rBVZ2 52398 83385 2.22% 0.256%

21 14.966 2143 2147 2154 rBV3 80325 126844 3.38% 0.390%
22 15.771 2278 2284 2291 rVB 707120 983990 26.21% 3.026%
23 16.230 2360 2362 2372 rVB4 30601 50141 1.34% 0.154%

Sum of corrected areas: 32517378
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108217.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.67 45.91 ng 2164340 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 397 (4.672 min): BF108217.D (-390) (-) m/z 55.10 100.00%
58.1 83.1
5000 43.1 98.1
‘ | eo 440 460 480 500
ottt e e e m/z 83.10 99.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LR I R L L
20,0 430 98.0 440 460 480 5.00
' m/z 43.10 40.85%
.|. 1L Il | | 67.0 75.0 | L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
41.0 440 460 4.80 500
5000 m/z 98.10 36.45%
27.0 98.0
15.0 ‘ 69.0
”'l'L'|'”*h'”‘il“'VJN'|'”MM'“'F'M'|'”'W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one e
83.0 4.40 4.60 4.80 5.00
550 m/z 39.10 29.09%
5000 43.0
98.0
29.0
"w"'w"Jh"'MM"W“h*w"F%q"w'l'w"'ﬁ"" H U A L R
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3

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

5.26 53.97 ng 2544200 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 497 (5.260 min): BF108217.D (-491) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 oD 850 540 550
el 01 831 | e 10 54.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko Sk S0 Sho
0
150 a0 1010 m/z 101.10 16.49%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
" 500 520 540 560
5000 m/z 58.10 15.72%
41.0
b L 500 L 730 86.0 ..,M —
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— ||||||||||llll|llll|/l\lll
54.0 5.00 5.20 5.40 5.60
m/z 41.05 9.36%
5000
410 101.0
L dse O oo e w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 55.76 ng 2628730 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 755 (6.778 min): BF108217.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 || T T4 650 o0 Tho 70
0 : : e m/z 68.05 48.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 66.10 31.97%
| [5t0, 71 eso | .
m/z--> 40 60 80 160 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 134.00 31.92%
T II‘I\I\I\I ""“l ||“|| |H“||‘|“| II‘MII ||EI-5|8|.0||| ||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.53%
5000
63.0 81.0
31.0 SQO ! ‘\‘ L | ‘\ | 99\0 ‘11\20 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 4.31 ng 273087 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1988 (14.030 min): BF108217.D (-1984) (-) m/z 43.10 100.00%
431
83.1
5000
25.1 R AR S B B
13.80 14.00 14.20 14.40
1601 2000 2811 m/z 57.10  97.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LR SR SIS IR B
13.80 14.00 14.20 14.40
m/z 55.05 87 .65%
154 | | | | 390 1960 269.0 320.0
mz> 5'0 "o 180 200 2% abo o ado
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 " 13:80 14.00 14,20 14.40
5000 m/z 83.10 70.73%
\J I ' ‘ JL 4y :.L69 © 238 0 283.0 434.0
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester B R R R maE s L
57.0 13.80 14.00 14.20 14.40
97.0 m/z 69.10 64 .42%
5000
169.0
150 | | | | a3 0 | | 2410 392.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081618\

Data File : BF108217.D

Aca On : 17 Aug 2018 1:25

Operator : JU/SJ

ﬁ?ggle i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.00 ng 126844 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 72
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 3-Hydroxy-3-methyl-butyric acid,... 132 C5H12N202 1000193-80-2 59
Abundance Scan 2148 (14.971 min): BF108217.D (-2143) (-) m/z 57.10 100.00%
1
5000
1211412 17802071 24919772  gaq 1460 14.80 15.00 15.20
m/z 59.10 90.08%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
14.60 14.80 15.00 15.20
29.0 m/z 43.10 84.21%
00 126015401840 2380 2810
m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
59.0
1460 14.80 15.00 15.20
5000 m/z 55.10 76.92%
1370
} 97.0
‘ ‘\ b ||‘ m‘\ ‘\‘ | 16501930 240026702040 %[0
m/z--> 50 150 200 250 300 350
Abundance #83608: Tetradecanamide B B
59.0 14.60 14.80 15.00 15.20
m/z 72.10 75.92%
5000
29.0
0L moserns
m/z--> 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081618\

Data File : BF108217.D

Acg On : 17 Aug 2018 1:25

Operator : JU/SJ

3?22'6 i J4502-01 LGS-CONCRETE
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4._67 45.9 ng 2164340 1 7.01 942854 20.0
2-Pentanone, 4-hy... 5.26 54_.0 ng 2544200 1 7.01 942854 20.0
unknown6.78 6.78 55.8 ng 2628730 1 7.01 942854 20.0
Trifluoroacetoxy ... 14.03 4.3 ng 273087 5 14.21 1266810 20.0
9-Octadecenamide, ... 14.97 2.0 ng 126844 5 14.21 1266810 20.0
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