LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096293.D
Aca On : 29 Jun 2017 15:54 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13928-04 E2-CONCRETE-BATCH-14
ALS Vial : 12 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-BF062717 .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 3.175 183 185 201 rBvV 69085 133162 3.40% 0.378%
2 3.810 287 293 299 rBV 546895 760762 19.43% 2.158%
3 4.340 379 383 391 rVB 347241 391909 10.01% 1.112%
4 4.981 485 492 495 rBV 2587942 3318489 84.74% 9.413%
5 5.387 556 561 565 rBY 3093302 3080360 78.66% 8.737%
6 6.404 728 734 740 rBVY 3705728 3915891 100.00% 11.107%
7 6.540 752 757 760 rBVY 3488312 3236534 82.65% 9.180%
8 6.769 793 796 800 rBVY 1151501 1032044 26.36% 2.927%
9 6.928 819 823 827 rBVY 3247564 2992442 76.42% 8.488%
10 7.016 835 838 841 rBV 108302 86253 2.20% 0.245%

11 7.175 859 865 868 rBvV 145229 127696 3.26% 0.362%
12 7.328 886 891 894 rBV 2485152 2489754 63.58% 7.062%
13 7.822 970 975 980 rvB2 55255 87241 2.23% 0.247%
14 8.051 1010 1014 1017 rBV 1537880 1323661 33.80% 3.755%
15 9.128 1192 1197 1201 rBV 3591718 3597424 91.87% 10.204%

16 9.522 1260 1264 1266 rBV 287195 250706 6.40% 0.711%

17 9.751 1297 1303 1306 rBV 80151 62517 1.60% 0.177%
18 9.804 1307 1312 1316 rBV 1316170 1116682 28.52% 3.167%
19 10.245 1384 1387 1391 rVB 101616 91099 2.33% 0.258%
20 10.469 1420 1425 1427 rBV 36893 45369 1.16% 0.129%

21 10.586 1441 1445 1449 rVB 1024258 854065 21.81% 2.423%
22 10.722 1464 1468 1476 rVB 115456 139326 3.56% 0.395%

23 11.169 1536 1544 1547 rBV2 74126 77953 1.99% 0.221%
24 11.286 1560 1564 1566 rBV 1007848 890197 22.73% 2.525%
25 11.304 1566 1567 1571 rVB 70747 54096 1.38% 0.153%
26 11.592 1611 1616 1619 rBV 37835 40354 1.03% 0.114%
27 12.492 1765 1769 1772 rBV 61288 52252 1.33% 0.148%
28 12.722 1802 1808 1812 rVV 58545 69143 1.77% 0.196%
29 12.757 1812 1814 1822 rVB2 45499 47111 1.20% 0.134%

30 12.869 1829 1833 1837 rBV 2635993 2639149 67.40% 7.486%

31 13.116 1872 1875 1879 rVB 52143 43264 1.10% 0.123%
32 13.769 1983 1986 1995 rBV 373303 381278 9.74% 1.081%
33 13.916 2007 2011 2014 rBV 1059461 970251 24.78% 2.752%
34 14.404 2091 2094 2096 rBV 60077 55599 1.42% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096293.D

Aca On : 29 Jun 2017 15:54

Operator : SJ/MA

ﬁ?ggle : 13928-04 E2-CONCRETE-BATCH-14
ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.339 2248 2253 2259 rBV 591965 748577 19.12% 2.123%

36 15.851 2338 2340 2347 rVB6 42747 52701 1.35% 0.149%

Sum of corrected areas: 35255311
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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\BF062917\

BF096293.D

29 Jun 2017 15:54

SJ/MA

13928-04

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

E2-CONCRETE-BATCH-14

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096293.D
46.54

5.39

4.98

4.34
3.18 L {

6.93

6.77

7.027.17

7.33

0
Time-->

4.00

4.50

5.00

5.50

6.00

6.50

7.00

e

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096293.D

10.59 11.29

9.52
9.

A
=TT T

10.25 10.72
2210477 ¢ 11.14.30 1159

12.49 1%3

12.87

13.12

Ot=1—>
Time-->

9.50

10.50 11.00

11.50 12.00

9.00 10.00

12.50

13.00

13.50

Abundance
3500000

3000000
2500000
2000000
1500000
13.

1000000

50000013.77

0

TIC: BF096293.D

92

15.34

14.40 15.85

Time-->

14.00

16.00 16.50 17.00 17.50 18.00

14.50 15.00 15.50

18.50

19.00

8270-BF062717.

M Fri Jun 30 20:17:55 2017

Page: 3




8270-BF062717 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096293.D

Aca On 29 Jun 2017 15:54

Operator : SJ/MA

Sample = 13928-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown3.18 Concentration Rank 8

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

3.18 2.58 ng 133162 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(H)-1.2-Propanediol 76 C3H802 004254-15-3 43
2 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Ethylamine 45 C2H7N 000075-04-7 4

Abundance Scan 186 (3.181 min): BF096293.D (-183) (-) m/z 45.00 100.00%
4.0
5000
%9 | 610 280 3.00 320 340 3.60
T s e AN B m/z 43.00 16.87%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 SRS AR R
2.80 3.00 3.20 3.40 3.60
m/z 61.00 6.63%
190 310 610 750
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.95 5.39%
33.0
150 61.0 76.0  89.0 104.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #940: Propylene GlyCOl LI L L L B LI N B
48.0 2.80 3.00 3.20 3.40 3.60
m/z 42.00 2.76%
5000
31.0
S N S N N (- I
m/z--> 10 40 50 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60

Jun 30 20:17:56 2017
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8270-BF062717 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096293.D

Aca On 29 Jun 2017 15:54

Operator : SJ/MA

Sample = 13928-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.34 7.59 ng 391909 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 80

Abundance Scan 383 (4.340 min): BF096293.D (-379) (-) m/z 54.95 100.00%
53.0 83.0
5000 43.0
98.1
| I 670 400 420 440 4.60
...,”..,”..,”.:Nu..p”:.,”.:,”..,”..,”..,”.. m/z 83.00 84.14%
m/z--> 10 30 60 70 90 100
Abundance #3246. 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 LB AR LR IR U
20,0 43.0 98.0 400 420 440 460
m/z 43.00 42 _.27%
‘ ‘ ‘ L Il ‘ | 67.0 75.0 |
miz--> A S SR
Abundance
83.0
55.0 400 420 4.40 4.60
5000 43.0 m/z 98.10 28.80%
98.0
29.0
69.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- N e i ma
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 25.84%
41.0
5000 270 98.0
15.0 ‘ 69.0
”.,.L.,.”:h.”.il”.NJ”.,.”MM.”.,.M.,.”.,.”. IS SRR SRR R SRR
m/z--> 10 40 50 80 90 100 4.00 420 4.40 4.60

Jun 30 20:17:59 2017
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8270-BF062717 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096293.D

Aca On 29 Jun 2017 15:54

Operator : SJ/MA

Sample = 13928-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown4.98 Concentration Rank 1

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

4.98 64 .31 ng 3318490 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
4 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 492 (4.981 min): BF096293.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
e +50 450 500 550 540
R A R R KA AR RRARSRARRS RARLA RSN SRS AL RALAS RARAIARRE m/z 59.00 54.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T T T T T
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 15.37%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 15.06%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14600: Propanoic acid, 2-nitro-, methyl ester R R L)
59.0 460 4.80 500 5.20 5.40
m/z 41.00 8.47%
5000 28.0
4.0 102.0
‘ ‘ 87.0
'“v“'va““wMMWH“l““ﬁ+9w'“w'HVH'VH'V“W'HW“'W A AU I UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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8270-BF062717 .M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096293.D

Aca On 29 Jun 2017 15:54

Operator : SJ/MA

Sample = 13928-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown6.54 Concentration Rank 2

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

6.54 62.72 ng 3236530 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 757 (6.540 min): BF096293.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SUSARNE SRR RARE SR
400 540 | 620 6.40 6.60 6.80
o TS 1 R =X 1A B | m/z 68.10 40.29%
m/z--> 10 20 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 A
5000 SESAERE SRR NARE SR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.45%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 26.24%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI LN B L B B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.35%
5000
104.0
120 27.0 390 510 %00 770 49, 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096293.D

Aca On : 29 Jun 2017 15:54

Operator : SJ/MA

ﬁ?ggle : 13928-04 E2-CONCRETE-BATCH-14
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 7 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.13 ng 139326 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1468 (10.722 min): BF096293.D (-1464) (-) m/z 57.05 100.00%
57.0
5000
85.0
R A
10.40 10.60 10.80 11.00
113.1
et B IAL2 0600 7y 43.00 62.67%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #48835: Tridecane
5000 UL B BUMLILN B B
85.0 mmmmmmnm
29.0 m/z 71.10 49 _.53%
m/z--> 2'0 4'0 6|O 8|O 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
10.40 10.60 10.80 11.00 |
5000 m/z 85.00 30.43%
85.0
29.0
113.0141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R s B B e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 28.03%
5000 85.0
290 113.0
‘ h Lo 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|O 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096293.D

Aca On : 29 Jun 2017 15:54

Operator : SJ/MA

ﬁ?ggle : 13928-04 E2-CONCRETE-BATCH-14
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 8 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.77 7.86 ng 381278 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
Abundance Scan 1986 (13.769 min): BF096293.D (-1983) (-) m/z 57.10 100.00%
57.1
83.1
5000
111.1
LN BRI UL
139.1 13.40 13.60 13.80 14.00
b )y B3Raer 280 m/z 55.00 87.06%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000 DA PR PR B
anmnmmm
‘125.0 m/z 43.05 83.27%
: .J“.‘ . “.‘ I\‘ "‘hl .“ Iy ‘hl h15I$I0I |1|96|'0|22|4'|0| N N
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
or.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 73.21%
9.0 125.0
154.0182.0 224.0252.0 297.0 348.0
m/z--> 55 160 150 200 2%0 360 350
Abundance #186968: n-Tetracosanol-1 B S R e R
57.0 83.0 13.40 13.60 13.80 14.00
m/z 69.05 64 .25%
29.0 139
! \ \ {l ‘\ | H |~ 167.0195.0222,0250.0 280.0308.0336.0
m/z--> Io 2& ﬁo 3& ﬁo anmnmmm '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062917\

Data File : BF096293.D

Acq On : 29 Jun 2017 15:54

Operator : SJ/MA

3?22'6 - 13928-04 E2-CONCRETE-BATCH-14
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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]
unknown3.18 3.18 2.6 ng 133162 1 6.77 1032040 20.0
3-Penten-2-one, 4... 4.34 7.6 ng 391909 1 6.77 1032040 20.0
unknown4 .98 4.98 64.3 ng 3318490 1 6.77 1032040 20.0
unknown6 .54 6.54 62.7 ng 3236530 1 6.77 1032040 20.0
Tridecane 10.72 3.1 ng 139326 4 11.29 890197 20.0
Trichloroacetic a... 13.77 7.9 ng 381278 5 13.92 970251 20.0
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