LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093920.D
Aca On - 24 Mar 2017 21:36 Instrument :
Operator : SJ/MA E?Afs el
- _ lentosampleld :
3?22'6 : 12381-02 1-1-2-DENSEGRADEAGGREGATE-
ALS Vial : 10 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-BF032217.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 2.940 175 179 186 rvVB 150811 168749 2.86% 0.375%
2 3.587 282 289 292 rVB 4407460 5890785 100.00% 13.097%
3 4.122 371 380 383 rBVY 3022215 4811468 81.68% 10.697%
4 4.492 438 443 446 rBV 2221295 1995873 33.88% 4_437%
5 5.557 617 624 627 rBY 3145504 3641235 61.81% 8.095%
6 5.704 643 649 652 rBY 2740286 2917773 49.53% 6.487%
7 5.957 688 692 696 rBY 1148285 1009406 17.14% 2.244%
8 6.139 718 723 726 rVB 3352638 3327072 56.48% 7.397%
9 6.322 750 754 757 rBV 251890 221946 3.77% 0.493%
10 6.604 796 802 805 rBVY 2290277 2768953 47 .00% 6.156%
11 6.769 823 830 833 rBV2 65477 68782 1.17% 0.153%

12 6.892 847 851 859 rBV3 74925 115344 1.96% 0.256%
13 7.463 942 948 952 rBV 1395988 1406149 23.87% 3.126%
14 8.786 1166 1173 1176 rBV 4444902 4977765 84.50% 11.067%
15 9.280 1251 1257 1261 rBV 247531 245770 4_.17% 0.546%

16 9.498 1283 1294 1303 rBv4 93825 226339 3.84% 0.503%
17 9.604 1308 1312 1316 rVB2 1511254 1542443 26.18% 3.429%

18 9.933 1363 1368 1371 rBV3 51720 94889 1.61% 0.211%
19 10.192 1408 1412 1416 rVB 126122 111608 1.89% 0.248%
20 10.469 1452 1459 1462 rBV 45541 71643 1.22% 0.159%

21 10.568 1472 1476 1479 rBV 437193 404548 6.87% 0.899%
22 10.698 1494 1498 1503 rVB 91257 91151 1.55% 0.203%
23 10.774 1508 1511 1514 rBV 124873 150433 2.55% 0.334%
24 11.233 1584 1589 1592 rBV 138164 155282 2.64% 0.345%

25 11.333 1602 1606 1609 rBV 89297 86357 1.47% 0.192%
26 11.427 1617 1622 1625 rVV 1483110 1494104 25.36% 3.322%
27 12.927 1874 1877 1880 rVB 79481 71513 1.21% 0.159%
28 13.192 1918 1922 1925 rBV 75968 79489 1.35% 0.177%

29 13.409 1952 1959 1963 rBV2 3516147 4332797 73.55% 9.633%
30 14.556 2151 2154 2165 rBV 262681 320429 5.44% 0.712%

31 14.680 2169 2175 2178 rBV 1111444 1270779 21.57% 2.825%
32 16.315 2447 2453 2462 rBV 718892 908296 15.42% 2.019%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 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-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 44979170
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093920.D

4000000

6.14
5.56

5.70

3000000 4.12

4.49 6.60

2000000

5.96
1000000

6.32
2.94 1 6.76.89

e T L e T L £ . o LS| SRS § S S WSRO L
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF093920.D
8|79

4000000
13.41

3000000

2000000
9.60 11.43

1000000

10.57
| 95 9.93 10.19 10,4}{1@(77 114233 12.93 13.19

o L

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093920.D

4000000

3000000

2000000

14.68
1000000 16.32

14.5

e IR B I B e e e s e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

2.94 3.34 ng 168749 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 46
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 43
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 23
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 179 (2.940 min): BF093920.D (-175) (-) m/z 43.00 100.00%
43
5000
3 49 55 o7 83 o8 2.60 2.80 3.00 3.20
bl 49 e R m/z 83.00 11.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
5000 SRR SRS SR SRR
2.60 2.80 3.00 3.20
m/z 39.00 9.47%
21 38 | 495 6360 77 0 o1 98
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 55.10 6.26%
55
27 38 | a9 65 71 77 83 98
miz--> 0 20 30 40 50 6 70 8 90 100
Abundance #3211: Methyl 1-methylcyclopropy! ketone
43 2.60 2.80 3.00 3.20
m/z 41.05 4._71%
5000
55
29 98
15 | 38,] 49 ,| 62 69 77 8\3 |
m/z--> 0 20 30 40 50 60 70 8 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

3.59 116.72 ng 5890790 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 290 (3.592 min): BF093920.D (-282) (-) m/z 83.10 100.00%
55 83
5000
43 %
3.20 3.40 3.60 3.80 4.00
0 ...,....,....,...3?|,":‘..‘.‘?n.'..-.?l..‘??,...7?,.-...,....~,.... m/z 55.05  79.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AU AN SRS
29 98 3.20 3.40 3.60 3.80 4.00
m/z 98.10 37 .90%
“ 37‘\\ \‘\ 61 67 7 \89 .
miz--> 10 20 30 40 5'0 60 70 8 90 100
Abundance
83
55
43 AR AR SR L
3.20 3.40 3.60 3.80 4.00
5000 m/z 43.00 31.08%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 3.20 3.40 3.60 3.80 4.00
m/z 39.05 22 .16%
41
5000 7 o8
15 ‘ 69
T "|"t' |""h'%4 o %?“Ml '|§§'MM "??l” l"?%" T AN AN LA AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 320 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

Sample : 12381-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.12 95.33 ng 4811470 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 380 (4.122 min): BF093920.D (-371) (-) m/z 43.00 100.00%
48
59
5000
o T Ao a0 ek
e Sl 60 & TW/z 59.10 60.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SERAEEE LSS SRS AR
59 380 400 420 440
m/z 101.10 21.32%
"'l'“'|'“"?%'“1“'“l"“|"'w"'w§?'w??'}ﬁ%"l'“'|'“'|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
380 4.00 420 440
5000 M m/z 58.10 16.09%
68
50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L N BN | e
43 3.80 4.00 4.20 4.40
m/z 41.05 9.70%
5000
101
15
27 56 1 ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'b“w'“WH'W““l““l NS SRR SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40

8270-BF032217.M Mon Mar 27 06:37:27 2017

1-1-2-DENSEGRADEAGGREGATE-

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.70 Concentration Rank 4

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

5.70 57.81 ng 2917770 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 648 (5.698 min): BF093920.D (-643) (-) m/z 132.00 100.00%
5000 68
U RS LR L
0 . 54 | 75 104 540 560 580 6.00
ot 80 02| P e | W ms W w/z 68.10  40.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 0
5000 U RS LR UL
540 560 5.80 6.00
0
31384451 78 m/z 134.00 32.81%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
540 560 580 6.00
5000 67 m/z 66.10 24.85%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 5.40 560 5.80 6.00
m/z 69.10 15.77%
5000
63 81
31 37 44 50 57 174 8‘8 101 1:!-? ‘
s % b S o % % 180 110 Do 10 10 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 6

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

6.32 4.40 ng 221946 1,4-Dichlorobenzene-d4 5.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 Betazole 111 C5HON3 000105-20-4 50
3 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 50
4 1H-Pvrazole. l-methvl- 82 C4H6N2 000930-36-9 45
5 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 42

Abundance Scan 754 (6.322 min): BF093920.D (-750) (-) m/z 82.00 100.00%
7
5000 110
‘ ‘ o 6.00 620 640 6.60
.,..”,...uh..wnt.w....“...,n..,”..,”..r”..,. m/z 110.10 36.92%
m/z--> 20 30 40 80 90 100 110
Abundance #5702. 2- Cyclohexen 1-one, 3-methyl-
82
5000 S RARARARREREESRAREY
39 54 110 6.00 6.20 6.40 6.60
m/z 39.10 29.79%
T m e 7 % |
mz> 20 30 40 50 60 70 80 90 100 110
Abundance
82
SRS SRR RARAE R
6.00 6.20 6.40 6.60
5000 m/z 54.00 29.76%
0 42 4 s 76 93 111
mz> 20 30 40 50 60 70 80 90 100 110
Abundance #1124: 1H-Pyrazole, 3-methyl- e
82 6.00 6.20 6.40 6.60
m/z 53.00 9.70%
5000
54
21 42
SO A
m/z--> 20 30 40 50 60 70 8 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 8

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

9.50 2.93 ng 226339 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 72
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 L-Mannose, 6-deoxy- 164 C6H1205 003615-41-6 45

Abundance Scan 1294 (9.498 min): BF093920.D (-1283) (-) m/z 60.00 100.00%
6o
5000
73
98 9.20 9.40 9.60 9.80
..,....,....,....l,l“!'.'.,“??“ Ll 8, WS Th/z 57.00  48.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 I AR S R
73 9.20 9.40 9.60 9.80
29 m/z 73.00 31.25%
9 43 08
“l'“'w'“wh“'fmuw$%‘"'wuh'wééw"ml“'w"“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
60
9.20 9.40 9.60 9.80
5000 73 m/z 43.10 19.89%
29 41
47 53 67 81 87 101
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7850: Hexanoic acid AR R REaEEE
60 9.20 9.40 9.60 9.80
m/z 55.00 18.45%
5000 07 " 73
‘ ‘ 87
"I'"'I"'ll""l"%?l??M‘"'§?I'l'?P"J'I"'}P}"'I}}§W" = N AR R R
m/z--> 10 20 30 40 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\

Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1.1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.01 ng 150433 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1510 (10.768 min): BF093920.D (-1508) (-) m/z 57.10 100.00%
57
. e J\/L\NLN
s 1040 10560 1030 1100
bl e | | M/z 43.10 72.86%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LU BN SUN I
85 10.40 10.60 10.80 11.00
29 m/z 71.10 56.28%
A M e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.00 41 .30%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- AR RS L S
57 10.40 10.60 10.80 11.00
m/z 41.10 38.74%
- ] M/LJVJ\\—\J\’\/\/W
L ’ I | ‘J1}3 141 183 211 239 267 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 10.'40 10.I60 10.|80 11.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

Sample : 12381-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 9 Hexathiepane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.23 2.08 ng 155282 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexathiepane 206 CH2S6 017233-71-5 55
2 1.3-Benzenedithiol 142 C6H6S2 000626-04-0 9
3 Benzenesulfinic-acid- 142 C6H602S 000618-41-7 9
4 Phosphinic acid. (1.1-dimethvlet... 198 C10H1502P 004923-86-8 9
5 Dibutyl(3-nonyn-1-yl)amine 251 C17H33N 063791-59-3 9

Abundance Scan 1588 (11.227 min): BF093920.D (-1584) (-) m/z 141.90 100.00%
142
5000 ea P
45 206
S0 |0 0 g, 11,00 11.20 11.40 11,60
PRMBMNBEI WIS S RO SRR MRS N Pt LM S O m/z 78.00 60.34%
miz-> 20 40 80 100 120 140 160 180 200
Abundance #60612: Hexathiepane
142
78
45
5000 RN SR SUML IR B
TR
m . .
3‘2 64 96 l]‘.O 128 160 174 z g
| | | ! |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
142
11,00 11.20 11.40 11.60
5000 8 m/z 45.00 36.67%
N o7 109
28 127
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18650: Benzenesulfinic-acid- A P
142 11.00 11.20 11.40 11.60
77 m/z 205.90 29.70%
5000 51
94 125
29 65
miz-> 20 40 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF032417\
Data File : BF093920.D

Aca On : 24 Mar 2017 21:36

Operator : SJ/MA

Sample : 12381-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

10 1-Nonadecanol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .56 5.04 ng 320429 Chrysene-di12 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2155 (14.562 min): BF093920.D (-2151) (-) m/z 57.05 100.00%
43 57
. MNJ\MM,~\fv~Nﬂ\\~muv¢4«~va
125 UL BN B B
139153 17 14.20 14.40 14.60 14.80
S 1552 m/z 83.05 98.43Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol
43 57 83
97
5000 UL B B B
29 Mmmmmmmm
125 m/z 55.00 95.00%
14 4 L 139154168182196210224238 952266
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 UL BN B S
97 14.20 14.40 14.60 14.80
5000 m/z 43.05 90.48%
- 111
25
139153167182 210
mmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene N B ma s S
14.20 14.40 14.60 14.80
m/z 97.10 88.96%
5000
125
139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1450 1440 1460 1480 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032417\

Data File : BF093920.D

Acq On : 24 Mar 2017 21:36

Operator : SJ/MA

ﬁ?ggle : 12381-02 1-1-2- DENSEGRADEAGGREGATE-
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
4-Penten-2-one, 4... 2.94 3.3 ng 168749 1 5.96 1009410 20.0
3-Penten-2-one, 4... 3.59 116.7 ng 5890790 1 5.96 1009410 20.0
2-Pentanone, 4-hy... 4.12 95.3 ng 4811470 1 5.96 1009410 20.0
unknown5.70 5.70 57.8 ng 2917770 1 5.96 1009410 20.0
2-Cyclohexen-1-on. .. 6.32 4.4 ng 221946 1 5.96 1009410 20.0
1,6-Anhydro-_beta. .. 9.50 2.9 ng 226339 3 9.60 1542440 20.0
Eicosane 10.77 2.0 ng 150433 4 11.43 1494100 20.0
Hexathiepane 11.23 2.1 ng 155282 4 11.43 1494100 20.0
1-Nonadecanol 14.56 5.0 ng 320429 5 14.68 1270780 20.0
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