LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120415\
Data File : BF083512.D
Aca On : 5 Dec 2015 13:58 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64595-08 20151125MGP225BRV78
ALS Vial : 17 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-BF120415.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 2.864 94 103 105 rBV 4654716 18111635 100.00% 30.143%
2 3.596 164 167 177 rVB 150709 312231 1.72% 0.520%
3 4.041 204 206 224 rVV 1094729 1818746 10.04% 3.027%
4 5.322 315 318 328 rBV2 706770 1422367 7 .85% 2.367%
5 5.459 328 330 336 rVV 2994835 3420072 18.88% 5.692%
6 5.767 355 357 362 rBV 740410 886802 4 _.90% 1.476%
7 5.859 362 365 368 rVB 257789 398677 2.20% 0.664%
8 5.984 373 376 379 rBVY 2639865 3243722 17 .91% 5.398%
9 6.304 402 404 410 rvB 224300 294641 1.63% 0.490%
10 6.590 424 429 432 rBV 1825380 2933271 16.20% 4.882%

11 7.665 521 523 529 rBV 794682 1188171 6.56% 1.977%
12 7.779 531 533 539 rvB 172660 284696 1.57% 0.474%
13 9.413 673 676 679 rBVY 3571268 4895352 27.03% 8.147%
14 9.699 697 701 708 rBV 620750 915170 5.05% 1.523%
15 10.453 765 767 770 rBV 880389 1343488 7.42% 2.236%

16 10.511 770 772 775 rVB 955194 1168015 6.45% 1.944%
17 10.979 810 813 815 rBV 192492 301918 1.67% 0.502%
18 11.299 837 841 844 rBv2 383572 793480 4._.38% 1.321%
19 11.528 857 861 868 rVvB3 77054 189216 1.04% 0.315%
20 11.745 877 880 888 rBV 2094396 3020807 16.68% 5.027%

21 11.951 896 898 903 rBV 237555 344822 1.90% 0.574%
22 12.545 947 950 958 rvv4 75467 186284 1.03% 0.310%
23 12.854 974 977 984 rVB 982538 1313827 7.25% 2.187%
24 14.705 1135 1139 1142 rVB 3029996 3891385 21.49% 6.476%
25 15.483 1203 1207 1210 rBV 2873631 4874622 26.91% 8.113%

26 17.037 1341 1343 1352 rVB 814349 1104412 6.10% 1.838%
27 17.231 1357 1360 1363 rBV 468157 575195 3.18% 0.957%
28 18.671 1483 1486 1494 rBV 674254 853010 4.71% 1.420%

Sum of corrected areas: 60086034
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

ﬁ?gg le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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: BF083512.D
4000000

3000000 5.46

5.98

2000000 6.59

4.04

1000000 sad 577 766

3.60 M 5.8 6.30 ]\7.78
A\

e e R L L B S

1
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 8.00
Abundance TIC: BF083512.D

4000000
9.41

14.71
3000000

11.74
2000000

1000000 160,581 12.85
9.70
11.30
11.95
98 11.53 12.55
|

10.
Ol A

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083512.D

4000000

3000000f{ 15.48

2000000

1000000 17.04
17.23

18.67

ol L

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1 Formamide, N,N-dimethyl- Concentration Rank 1

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

2.86 408.47 ng 18111600 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 91
2 1-Propanol. 2-amino-. (.+/-.)- 75 C3H9NO 006168-72-5 9
3 Alanine 89 C3H7NO2 000056-41-7 9
4 Formic acid. ethenvl ester 72 C3H402 000692-45-5 5
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 5

Abundance Scan 103 (2.864 min): BF083512.D (-94) (-) m/z 73.10 100.00%
44.1 73.1
5000 (
1l 5, 1581 2.60 2.80 3.00 3.20
O'W“W“”W”P”W”W”“W“P“P”W”hWLP“W“WJ““”W”P“W“WW m/z 44.10 89.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #727: Formamide, N,N-dimethy!-
44.0 73.0
5000
28.0 2.60 2.80 3.00 3.20
18.0 ' m/z 42.10 45.61%
0 “I'“'P"W"“I'“'I“"P"W§§'?“'W"“?%fa?ﬁ'?“'W"“ M LARRY RS ARSI KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44.0
2.60 2.80 3.00 3.20
5000 m/z 43.05 10.57%
18.0
0 280 50 60.0 74.0
L) LA ALY AN UML) Y ALY LA ALY KAL) RARAN KAR] LA MAAN MRS AR LM R AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2113: Alanine T T
44.0 2.60 2.80 3.00 3.20
m/z 58.10 8.29%
5000
28.0
o 120180 38.9‘\‘ 55.0 74.0 89.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

3.60 7.04 ng 312231 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 167 (3.596 min): BF083512.D (-164) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 NSRS SRS AR S
| 83.1 | 3.20 3.40 3.60 3.80 4.00
o) T DY | RS MM WS m/z 59.10 53.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 320 3.40 3.60 3.80 4.00
0,
150 a0 1010 m/z 101.10 16.74%
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
320 340 3.60 3.80 4.00
5000 m/z 58.10 14.81%
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 #4231: 3-Hydroxy-3-methyl-2-butanone
59.0 3.20 3.40 3.60 3.80 4.00
m/z 41.10 9.20%
5000 43.0
31.0
so | | wo
e S I S SULIULS SUSIIL IS IULILS IULILS LI L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 6 Benzenemethanol, .alpha.-me... Concentration Rank 9

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

6.30 6.65 ng 294641 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-methvl- 122 C8H100 000098-85-1 97
2 Benzenemethanol. .alpha.-methvl-... 122 C8H100 001445-91-6 94
3 Benzenemethanol. .alpha.-methvl-... 122 C8H100 013323-81-4 94
4 (S)-(+)-3-Chloro-1-phenvl-1-prop... 170 C9H11CIO 100306-34-1 72
5 Benzenemethanol, .alpha.-2-prope... 148 C10H120 000936-58-3 64

Abundance Scan 404 (6.304 min): BF083512.D (-402) (-) m/z 79.10 100.00%
79.1 107.1
5000
43.1
122.1
3.1 63.1 011 | 6.00 6.20 6.40 6.60
o) NSNS M R etvi O B SN 1 NS S m/z 107.10 89.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9670: Benzenemethanol, .alpha.-methyl-
107.0
79.0
5000 RSN SRR R
122.0 6.00 6.20 6.40 6.60
43.0 m/z 77.10 60.33%
0 15.0 270 ! ‘\ ﬁ?\o 630 . | 91.0 Ll 1A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79.0 107.0
6.00 6.20 6.40 6.60
m/ 43.10 32.57%
5000 43.0 122.0 z 1
27.0 53.0 63.0 91.0
e R AR AR ALARS RS RARRRARES RARES RSN SARSS RARRS BERRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9685: Benzenemethanol, .alpha.-methyl-, (.+/-.)-
107.0 6.00 6.20 6.40 6.60
79.0 m/z 51.10 25.62%
5000 1220
43.0
0 15.0 270 ! ‘\ ﬁ?o 630 . | 91.0 1| iR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 7 Benzo[b]thiophene Concentration Rank 11

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

7.78 4.79 ng 284696 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 97
2 2-Benzothiophene # 134 C8H6S 000270-82-6 93
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 90
4 Cvclopentalblthiapvran 134 C8H6S 000271-17-0 87
5 Pyrimidine, 2,4,6-trifluoro- 134 C4HF3N2 000696-82-2 42

Abundance Scan 533 (7.779 min): BF083512.D (-531) (-) m/z 134.00 100.00%
134.0
5000
89.1
450 831 444 | 108.0 7.40 7.60 7.80 8.00 8.20
Ol prrr et b oy sl e kel e | M7z 89.10  14.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14746: Benzo[b]thiophene
134.0
5000 AAW AR LR SRS SRR
7.40 7.60 7.80 8.00 8.20
89.0 m/z 90.10 12 _.38%
o 130 270 450 030 740 10801990 |
m/z--> 10 20 30 40 50 60 70 éo 90 160 1io 120 130 140
Abundance
134.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 63.10 10.34%
450 630 74 8.0 1080
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14748: Cyclopenta[c]thiapyran
134.0 7.40 7.60 7.80 8.00 8.20
m/z 135.00 9.94%
5000
45.0 QOMO ﬁﬂ 1@0
o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20

8270-BF120415.M Mon Dec 07 12:14:00 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.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 unknown9.70 Concentration Rank 5

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

9.70 13.62 ng 915170 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexvne-2.5-diol. 2.5-dimethvl- 142 C8H1402 000142-30-3 38
2 Metacetamol 151 C8H9NO2 000621-42-1 38
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 36
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 32
5 2,4,7,9-Tetramethyl-5-decyn-4,7-. .. 226 C14H2602 000126-86-3 25

Abundance Scan 701 (9.699 min): BF083512.D (-697) (-) m/z 43.10 100.00%
431
109.1
5000
151.1
91 051 "ok 3k Sk 100
123.1
| .',| 2B il el by 2371 | 1892 1 T777100.10 61.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18961: 3-Hexyne-2,5-diol, 2,5-dimethyl-
430 109.0
5000 81.0 B RRRERaEEs Eanay nanns
9.40 9.60 9.80 10.00
127.0 m/z 151.10 31.39%
270 | %90 95.0
0 ...|.“.“..i..‘.Ml“l.M...‘l‘..‘.;l..‘..|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
109.0
9.40 9.60 9.80 10.00 |
5000 151.0 m/z 41.05 18.26%
43.0
oL 140 27.0 65.0 8.0 94.0 122.0135.0
miz--> 20 40 60 8 100 120 140 160
Abundance #23843: Pyridine, 2-butyl-, 1-oxide R B R R ]
109.0 9.40 9.60 9.80 10.00
m/z 69.10 11.97%
5000 151.0
93.0 122.0
0 32.0 00 | ‘ 136.0
m/z--> 20 40 60 80 100 120 140 160 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1,6-Dioxacyclododecane-7,12... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.98 4.49 ng 301918 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Dioxacvclododecane-7.12-dione 200 C10H1604 000777-95-7 91
2 2H-Pvran. 3.4-dihvdro- 84 C5H80 000110-87-2 38
3 Cvclopentanone 84 C5H80 000120-92-3 30
4 1H-Imidazole. 4.5-dihvdro-2-methvl- 84 C4H8N2 000534-26-9 30
5 3-Hexene 84 C6H12 000592-47-2 27
Abundance Scan 813 (10.979 min): BF083512.D (-810) (-) m/z 55.10 100.00%
54.1
5000
840 1501
39 1291 10.60 10.80 11.00 11.20
ol 1531 172.2 m/z 54.10  61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55802: 1,6-Dioxacyclododecane-7,12-dione
55.0
5000 UVABSUNAS VSR VRS B
21.0 84.0 100.0 10,60 10.80 11.00 11.20
‘ ' 129.0 m/z 84.05 41.33%
okl ,\; - ol e[ 1sa0 1720 2000
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
84.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 33.58%
27.0
e S L L L WL B B B LI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1379: Cyclopentanone R e e A REma
55.0 10.60 10.80 11.00 11.20
m/z 100.10 33.28%
28.0
5000 84.0
0'}?pw¢“'i“" INERRAUEEES SRR RS RS DS SRR B s T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 10 unknownl11.53 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.82 ng 189216 Acenaphthene-d10 10.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Anisic acid. 4-hexadecvl ester 376 C24H4003 1000292-46-2 38
2 1.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 25
3 4-Formvl-2-nitrophenvl 4-methoxv... 301 C15H11NO6 349489-11-8 22
4 4-Cyanothiophenol 135 C7H5NS 036801-01-1 16
5 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 16

Abundance Scan 861 (11.528 min): BF083512.D (-857) (-) m/z 135.10 100.00%

5000

11.20 11.40 11.60 11.80

0 m/z 152.10 58.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #150455: p-Anisic acid, 4-hexadecyl ester
152.0
5000 llfl\llllllllllllllllllll
11.20 11.40 11.60 11.80
m/z 91.10 49 _.38%
ol 290 950 8301070 | | 196.0 224.0
R B R L b R AARAsamssmsnesaes o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
152.0
11.20 11.40 11.60 11.80
5000 m/z 153.05 42 .25%
109.0
o150 43.0  79.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118000: 4-Formyl-2-nitrophenyl 4-methoxybenzoate
135.0 11.20 11.40 11.60 11.80
m/z 136.10 36.78%
5000
77.0
107.0
0 400 | | 19 “ 167.0 2530 3010
A B L R RARSI RIS R e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11. 40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 11 unknownl11.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.25 ng 344822 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 49
2 1-Acenaphthenol 170 C12H100 006306-07-6 38
3 6-Fluorovanillin 170 C8H7F03 079418-77-2 35
4 1.2-Dihvdro-5-acenaphthyvlenamine 169 C12H11N 004657-93-6 35
5 1H-Inden-1-ol, 4,7-difluoro-2,3-... 170 C9H8F20 130408-17-2 35

Abundance Scan 898 (11.951 min): BF083512.D (-896) (-) m/z 169.10 100.00%

169.1
139.1

5000

329.8 11.60 11.80 12.00 12.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #34859: 1(2H)-Acenaphthylenone
140.0 168.0
5000
11.60 11.80 12.00 12.20
69.0 m/z 139.10 76.55%
113.0
o.w”f%ﬂ¢whxwu“h.”ﬂ””...””.”.””.”.””““w””“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
170.0
11.60 11.80 12.00 12.20
5000 m/z 140.10 73.73%
141.0
76.0 115.0
18.0 51.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #36603: 6-Fluorovanillin R B B e b
11.60 11.80 12.00 12.20

m/z 168.10 68.18%

5000

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 12 9H-Fluoren-9-ol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.55 2.84 ng 186284 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-ol 182 C13H100 001689-64-1 99
2 3-(1-NaphthvDacrvlaldehvde 182 C13H100 001504-73-0 91
3 3-(2-NaphthvDacrvlaldehvde 182 C13H100 020884-05-3 83
4 2-Hvdroxvfluorene 182 C13H100 002443-58-5 81
5 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 76

Abundance Scan 950 (12.545 min): BF083512.D (-947) (-) m/z 181.10 100.00%

181.1
5000 1521

91.1 q111.1126.1

12. 20 12. 40 12. 60 12. 80

o] m/z 182.10 73.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44112: 9H-Fluoren-9-ol /\
181.0
5000 152.0 NN Hh SN ....,.
12. 20 12. 40 12. 60 12.80
76.0 m/z 152.10 49.85%

O 8 oy bt 1100 250 L0 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
181.0
153.0

12.20 12.40 12.60 12.80

5000 m/z 76.00 24 .28%
76.0
o 270 510 1000 1280 167.0
i L a2 e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44117: 3-(2-Naphthyl)acrylaldehyde A e
181.0 12.20 12.40 12.60 12.80
153.0 m/z 153.10 23.80%
5000
76.0 128.0
o140 200 1.0 | 1010 Ll aero |
i e s A R
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 13 4-Heptanone, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.71 59.24 ng 3891390 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 64
2 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 59
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 50
4 Acrolein.dimethvl acetal 102 C5H1002 006044-68-4 47
5 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 43
Abundance Scan 1139 (14.705 min): BF083512.D (-1135) (-) m/z 71.10 100.00%
711
5000 =1
85.1 LA BN B B
100.1 14.40 14.60 14.80 15.00
39, 143.1
Ol il bl IO 1H91150.2175.11802 | 2793710 52524
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12134: 4-Heptanone, 3-methyl-
430 | 10
5000 LA BN BN SRR
14.40 14.60 14.80 15.00
27.0 128.0 m/z 55.10 51.97%
“ ‘ 100.0
0"'l""H‘”w\"l'l"'W""l""w"'l""l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
71.0
1440 14.60 14.80 15.00
5000 m/z 43.10 30.60%
43.0
27.0 100.0
L L L L UL L S L B B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4040: 2-Furanmethanamine, tetrahydro- T
71.0 14.40 14.60 14.80 15.00
m/z 41.10 24 _96%
30.0
5000
o,,,,lo,lo,,,, S U —
m/z--> 20 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083512.D

Aca On : 5 Dec 2015 13:58

Operator : UM/I1Z

3?22 le G4595-08 20151125MGP225BRV 78
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 14 Acrolein,dimethyl acetal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.23 10.42 ng 575195 Chrysene-di12 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acrolein.dimethvl acetal 102 C5H1002 006044-68-4 50
2 2(3H)-Furanone. dihvdro-3-hvdrox... 130 C6H1003 052126-90-6 50
3 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 45
4 Pantolactone 130 C6H1003 000599-04-2 40
5 3-Methoxybut-1-ene 86 C5H100 017351-24-5 38
Abundance Scan 1360 (17.231 min): BF083512.D (-1357) (-) m/z 71.10 100.00%
711
5000 55.1
43.0 R | G
85.1 100.1

17.00 17.20 17.40 17.60
116.1 129.2 143.1
ettt bl el 11611202 1431 e e e

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4194: Acrolein,dimethyl acetal
41.0 1.0
5000 LI L L L LB LB L BB
17.00 17.20 17.40 17.60
21.0 50 m/z 73.10 43.65%
U e toto
Oulnup.”P”.P”q.”w”.qn.qnn,unp.upn.vuq.”q”.q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
71.0
e o e R
17.00 17.20 17.40 17.60
5000 m/z 43.05 24.40%

43.0
57.0
29.0
86.0 99.0 113.0 131.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12134: 4-Heptanone, 3-methyl-
43.0 57.0 71.0 17.00 17.20 17.40 17.60
' m/z 41.10 17.15%
5000
2r.0 85.0 128.0
T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF120415\

Data File : BF083512.D

Acq On : 5 Dec 2015 13:58

Operator : UM/1Z

3?22 le - 64595-08 20151125MGP225BRV78
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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]
Formamide, N,N-di... 2.86 408.5 ng 18111600 1 5.77 886802 20.0
2-Pentanone, 4-hy... 3.60 7.0 ng 312231 1 5.77 886802 20.0
Benzenemethanol, ... 6.30 6.7 ng 294641 1 5.77 886802 20.0
Benzo[b]thiophene 7.78 4.8 ng 284696 2 7.66 1188170 20.0
unknown9.70 9.70 13.6 ng 915170 3 10.45 1343490 20.0
1,6-Dioxacyclodod... 10.98 4.5 ng 301918 3 10.45 1343490 20.0
unknownl11.53 11.53 2.8 ng 189216 3 10.45 1343490 20.0
unknownl1l.95 11.95 5.3 ng 344822 4 12.85 1313830 20.0
9H-Fluoren-9-ol 12.55 2.8 ng 186284 4 12.85 1313830 20.0
4-Heptanone, 3-me... 14.71 59.2 ng 3891390 4 12.85 1313830 20.0
Acrolein,dimethyl_.. 17.23 10.4 ng 575195 5 17.04 1104410 20.0
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