LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 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-BF122116.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 3.043 119 123 141 rVB 1605570 3505122 22.40% 4 .880%
2 4.608 258 260 272 rBV 378981 605421 3.87% 0.843%
3 4.883 281 284 287 rBV 2436208 3517324 22.48% 4.897%
4 5.008 292 295 301 rBVY 1450661 2396414 15.32% 3.337%
5 5.100 301 303 312 rBVY 1558300 2206644 14.10% 3.072%
6 5.294 317 320 323 rBVY 1535502 1678706 10.73% 2.337%
7 5.637 348 350 353 rBV 189249 233766 1.49% 0.325%
8 6.186 396 398 405 rBVY 1401447 1838766 11.75% 2.560%
9 6.289 405 407 409 rvv 3561719 3765797 24.07% 5.243%
10 6.334 409 411 419 rVB2 552466 879503 5.62% 1.225%

11 6.506 424 426 430 rVB 543122 726318 4.64% 1.011%
12 6.574 430 432 433 rBv 211900 280739 1.79% 0.391%
13 6.700 438 443 446 rBV2 8352244 15647142 100.00% 21.786%
14 6.769 447 449 452 rBvY 982239 1037896 6.63% 1.445%
15 7.089 474 477 480 rBV 2334288 2576502 16.47% 3.587%

16 7.226 486 489 494 rBvV2 127551 259744 1.66% 0.362%
17 7.477 509 511 515 rBV 219685 267434 1.71% 0.372%
18 7.546 515 517 519 rBV 270623 382991 2.45% 0.533%
19 7.592 519 521 523 rBV 138441 247542 1.58% 0.345%
20 7.820 537 541 544 rBV 2470331 3522365 22.51% 4.904%

21 7.877 544 546 549 rvB2 117887 179850 1.15% 0.250%
22 8.083 562 564 567 rvVv 350602 451529 2.89% 0.629%
23 8.403 590 592 595 rvB 515521 469831 3.00% 0.654%
24 8.563 604 606 609 rBv2 269029 559684 3.58% 0.779%
25 8.643 611 613 615 rVB 702739 661267 4.23% 0.921%

26 8.712 618 619 622 rVB 203050 252421 1.61% 0.351%
27 8.883 631 634 637 rBVY 4664667 4654403 29.75% 6.480%
28 9.055 647 649 650 rBv2 143002 209383 1.34% 0.292%
29 9.215 660 663 664 rBv2 92818 189764 1.21% 0.264%
30 9.546 690 692 695 rvB 1835405 1680582 10.74% 2.340%

31 10.255 752 754 757 rVB3 82271 157121 1.00% 0.219%
32 10.346 759 762 764 rVV 3282231 3784438 24.19% 5.269%
33 10.438 764 770 773 rVV2 1035874 1410179 9.01% 1.963%
34 10.620 784 786 787 rVB 343090 283130 1.81% 0.394%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.815 799 803 805 rBvV 174456 232698 1.49% 0.324%

36 10.952 813 815 819 rvv3 117727 194625 1.24% 0.271%
37 11.021 819 821 824 rvVB 1358939 1588567 10.15% 2.212%
38 11.249 839 841 843 rBV 162214 164524 1.05% 0.229%
39 11.592 868 871 873 rBv2 151966 195600 1.25% 0.272%
40 12.392 940 941 944 rVB 134985 189737 1.21% 0.264%

41 12.621 957 961 963 rBV 4380777 6269259 40.07% 8.729%
42 13.649 1049 1051 1054 rBV 1304329 1372281 8.77% 1.911%
43 14.998 1166 1169 1172 rBV 898274 1095002 7.00% 1.525%

Sum of corrected areas: 71822011
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF012117\

BF092410.D

21 Jan 2017 13:57

UM/SJ

11267-02

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092410.D
8000000 6/70
6000000
4000000 6.29
4.88 7.09
2000000
3.04 5.51105.29 6.1
.336.51
4.61 5 7.5%%
N Ny G VA | O O LA N v A VOO A B v 5
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: BF092410.D
8000000
6000000
8.88 12.62
4000000 10.35
2000000 11.02
11.25 1159 12.39
0 A A a\
S — T —— ——— ——— — ——— — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF092410.D
8000000
6000000
4000000
2000000
8.65
15.00
O——T1 — — — T T = e = T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF122116.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 10

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

4.61 16.67 ng 605421 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 260 (4.608 min): BF092410.D (-258) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
420 4.40 4.60 4.80 5.00
0 ...,....,....,....','.-:..,...'!,...6?-,1....,83:1..,...:,|....,. m/z 59.10 58.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 420 440 460 4.80 500
0,
150 a0 1010 m/z 101.00 19.84%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 420 440 460 4.80 500
5000 m/z 58.00 13.90%
20.0 101.0
0 15.0 73.0 83.0
el e ™ S S P et |
Abundance #8114: 3-Hexanol, 4-methyl- A REma B
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 9.26%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 Benzene, 1,3-dimethyl- Concentration Rank 6

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

5.29 46.23 ng 1678710 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 Ethvlbenzene 106 C8H10 000100-41-4 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 83

Abundance Scan 320 (5.294 min): BF092410.D (-317) (-) m/z 91.10 100.00%
91.1
5000 106.1

5.00 5.20 5.40 5.60

39.1 510 650 (70 |

Ol e b et el Tm/Zz 106.10  46.83%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
91.0
106.0
5000 L R UL IR U

5.00 5.20 5.40 5.60
m/z 105.10 18.86%

o180 20 - o a
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
5.00 5.20 5.40 5.60
5000 106.0 m/z 77.00 12.56%
51.0 77.0
150 27.0 39.0 65.0
Ot T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4957: p-Xylene
91.0 5.00 5.20 5.40 5.60
m/z 51.00 9.85%
5000 106.0
279 390 510 650 /70
0..“..w..”,.”.M”..Mu.WJJ”,.”MH”..J..W.Mm,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, (1-methylethyl)- Concentration Rank 12

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

5.64 6.44 ng 233766 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 80
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 80
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 350 (5.637 min): BF092410.D (-348) (- m/z 105.10 100.00%
105.1
5000 ! \
120.1
77.0
390 910 4 T 5.40 560 5.80 6.00
Y U v BN | NS MR /[N R m/z 120.10 25.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9117: Benzene, (1-methylethyl)-
105.0 AmA
5000 ""I""I""I"'AI"'
5.40 5.60 5.80 6.00
1200 m/z 77.00 16.67%
270 390 5LO o 71O g1
0'w'“'w'“l“'h““'U'“ld”w'“lw'“ﬂ“'w”ﬂ'w'“r“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
5.40 5.60 5.80 6.00
5000 120.0 m/z 79.10 15.27%
270 0 510 630 O 910
G R R R RS AR NS AN RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105.0 5.40 5.60 5.80 6.00
m/z 103.10 11.47%
5000
77.0 91.0 120.0
150 270 80 S0 B0 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.29 Concentration Rank 2

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

6.29 103.70 ng 3765800 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 407 (6.289 min): BF092410.D (-405) (-) m/z 132.00 100.00%
132.0
5000 68.1
RSN
6.00 6.20 6.40 6.60
o} R B m/z 68.10 44 _35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 PSSR R
6.00 6.20 6.40 6.60
310 5L0 m/z 134.00 33.37%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 6B 650 o0 ok
5000 ggo 1160 m/z 66.00 27.50%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 17.57%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... 1
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

6.33 24 .22 ng 879503 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 411 (6.334 min): BF092410.D (-409) (- m/z 105.10 100.00%
105.1
5000 120.1
390 510 51 (70 910 6.00 6.20 6.40 6.60
b et e e e m/z 120.10 44.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
770 m/z 119.10 11.41%
o 210 90 10 w0 7O 0
O R L T 2 AR A A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.00 6.20 6.40 6.60
5000 m/z 77.00 11.24%
27.0 410 510 g5 70 910
O T T T T T T T T T T T T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 91.00 9.60%
120.0
5000
0 270 30 510 go '[P 10 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Indane Concentration Rank 1

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

6.70 430.86 ng 15647100 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60

Abundance Scan 443 (6.700 min): BF092410.D (-438) (-) m/z 117.10 100.00%
1171
5000
39.0 51,0 63.0 o 640 6.60 6.80 7.00
51.0 77.0 103.1 : : : :
o..,....,....,....',....,'...!,.'.'..,....,....',|....,.'...,..!.',....,....,..1.“??.9.. : m/z 118.10 58.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8676: Indane
117.0
5000 RSN AR LR AN R
6.40 6.60 6.80 7.00
910 m/z 115.10 35.59%
oL 15,0 27.0 390 51.0 830 770 " 1030
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
640 6.60 6.80 7.00
5000 m/z 91.10 18.19%
91.0
970 390 51.0 650 770 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene R R L
117.0 6.40 6.60 6.80 7.00
m/z 63.00 8.83%
5000 91.0
miz--> "1'0""z'o'"'s'o"'A'o"'é‘o"'és'd"%'d"'s'd"'g'd"ic')b' '1'1'6' 130 130 140 15 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, 1-propynyl- Concentration Rank 7

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

6.77 28.58 ng 1037900 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propvnvl- 116 C9H8 000673-32-5 94
2 Indene 116 C9HS8 000095-13-6 94
3 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9HS8 000766-47-2 90
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 87

Abundance Scan 449 (6.769 min): BF092410.D (-447) (- m/z 115.00 100.00%
115.0
5000
63.0 89.0 QAR AR RARRAARRS Y
39.0 510 74.0 6.40 6.60 6.80 7.00 7.20
Obrrerrrrerrerrrresere ekl ol 2030 I 1881 0o 96 00 92.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8169: Benzene, 1-propynyl-
115.0 }m
5000 SRR SRS A R
6.40 6.60 6.80 7.00 7.20
m/z 89.00 14.71%
0 27.0 390 510 6?'9 740 9903000 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
116.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 63.00 14 .38%
o 270 390 500 830 759 90
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8173: Benzene, 1,2-propadienyl-
115.0 6.40 6.60 6.80 7.00 7.20
m/z 117.00 8.56%
5000
39.0
51.0 63.0 89.0
150 27.0 Loyl 770 1 1020 |
m/z--> 10 20 30 40 50 eb 70 80 95 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 20

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

8.08 2.56 ng 451529 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-ol. 2.3-dihvdro- 134 C9H100 006351-10-6 95
2 1H-Indenol. 2.3-dihvdro- 134 C9H100 036643-74-0 59
3 Pvrazine. 2-methvl-5-(1-propenvl... 134 C8H10N2 018217-82-8 49
4 Pvrazine., 2-methvl-5-(l-propenvl... 134 C8H10N2 055138-66-4 47
5 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 46

Abundance Scan 564 (8.083 min): BF092410.D (-562) (-) m/z 133.05 100.00%
138.1
5000
770 91.0 105.0115.0
390 51.0 630 | | 7.80 8.00 8.20 8.40
Obr e prmty oAl et bl i el e | M/Z 134.10  50.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14799: 1H-Inden-1-ol, 2,3-dihydro-
133.0
5000
7.80 8.00 8.20 8.40
115.0 m/z 115.00 23.47%
510 g30 70 90 1050 ‘
0'|“"w'fq9'ﬁt“'wb”|“jm'“”ﬁ'“|“tw'Jtv'“l”“w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
133.0
115.0 7.80 8.00 8.20 8.40
5000 m/z 105.00 20.52%
77.0 910 105.0
270 390 10 630
o R A s RS RN RS AR RN LA RS RARAS LRSS RARRERER
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14711: Pyrazine, 2-methyl-5-(1-propenyl)-, (E)-
138.0 7.80 8.00 8.20 8.40
m/z 91.00 17.16%
5000
39.0
66.0
0 27\‘0 il 5]\':0 \“M 78.0 930 19\80 11\9'0 Al
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 19

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

8.40 2.67 ng 469831 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 98
2 Stvrene 104 C8HS8 000100-42-5 91
3 N-Ethvlbenzimidovl bromide 211 C9H10BrN 041182-87-0 72
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 60

Abundance Scan 592 (8.403 min): BF092410.D (-590) (-) m/z 104.10 100.00%
1 0.0
5000
o 500 550 540 550 550
01 ' m/z 132.00 97 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14053: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000
78.0 8.00 820 8.40 8.60 8.80
51.0 m/z 103.00 54 .94%
140 270 | 0 | eno | 1160 I
m/z--> 10 20 35 Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104.0
8.00 820 8.40 8.60 8.80
5000 78.0 m/z 78.00 41.26%
51.0
. 270 63.0
R L AR R SRS LR AR RALRS AR LA LA ALY LA UALAE LA UAALE LARR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #63790: N-Ethylbenzimidoy! bromide
104.0 8.00 820 8.40 8.60 8.80
132.0 m/z 77.00 32.70%
5000
510 77.0
27.0 M 63.0 910
Y SN N N | o N — S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown8.56 Concentration Rank 15

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

8.56 3.18 ng 559684 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 42
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 42
3 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 42
4 2-Acetvl-4-methvilpvridine 135 C8HO9NO 059576-26-0 41
5 Bicyclo[2.2.1]heptane, 2-ethenyl- 122 C9H14 002146-39-6 38

Abundance Scan 606 (8.563 min): BF092410.D (-604) (-) m/z 96.00 100.00%
67. .0

5000

s

8.20 8.40 8.60 8.80
m/z 67.10 95.38%

(o]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2455: Pyridine, 3-methyl-
93.0
5000 LA L L L L L L L I
390 66.0 8.20 8.40 8.60 8.80
m/z 91.10 86 .48%
w0, 0 |
,,,,,,,,, AL R R R ns s R na
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
93.0
R e e RAREEE
8.20 8.40 8.60 8.80
5000 m/z 93.05 65.39%
66.0
39.0
o 26.0 53.0 79.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2453: Pyridine, 2-methyl- B R aa
93.0 8.20 8.40 8.60 8.80
m/z 41.10 58 .38%
66.0
5000

26.0 \‘\ \f m‘ éo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 840 8. 60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 15 unknown8.64 Concentration Rank 13

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

8.64 3.75 ng 661267 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenodinitrile. 2-(ethvlamino)- 121 C6H7N3 1000196-59-7 43
2 3.5-Octadivne 106 C8H10 016387-70-5 43
3 2-Butanone. l-amino-1-phenvl- 163 C10H13NO 032187-26-1 30
4 Pvridine., 2-(1-methvlethvl)- 121 C8H11N 000644-98-4 27
5 Benzeneacetamide, .alpha.-amino- 150 C8H10N20 000700-63-0 27

Abundance Scan 613 (8.643 min): BF092410.D (-611) (-) m/z 106.05 100.00%
106.1
43.0

5000

8.40 8.60 8.80 9.00
m/z 43.05 80.85%

o 35.1149.1 164.1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #9207: 2-Butenodinitrile, 2-(ethylamino)-
106.0
5000 79.0 121.0 L
66.0 8.40 8.60 8.80 9.00
290 ' m/z 80.05 50.66%
52.0 93.0
N | Tl ) P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
106.0
91.0
8.40 8.60 8.80 9.00
5000 65.0 m/z 91.05 42 .74%
51.0 78.0
o140 279
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31168: 2-Butanone, 1-amino-1-phenyl- S e LA A
106.0 840 860 880 900

m/z 79.10 38.17%

5000
79.0
29.0
150 5“)%0 | 920 || 1190 13401470 1630

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00

o

8270-BF122116.M Mon Jan 23 17:20:50 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 16 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 16

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

8.71 3.00 ng 252421 Acenaphthene-d10 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-0l. 2.3-dihvdro- 134 C9H100 001470-94-6 96
2 Benzaldehvde. 3.5-dimethvl- 134 C9H100 005779-95-3 74
3 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 74
4 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 74
5 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 72

Abundance Scan 619 (8.712 min): BF092410.D (-618) (-) m/z 133.00 100.00%
138.0
5000
105.0
51.0 7.0
39.0 |' 63.0 91.0 117.1 150.0 8.40 8.60 8.80 9.00
) M T O Y S S PSS | O crattl m/z 134.10 63.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14797: 1H-Inden-5-0l, 2,3-dihydro-
133.0
5000
0 105.0 /8.40 8.60 8.80 9.00
- : m/z 105.00 35.14%
27.0 390 510 639 ‘ 91.0 ‘ 117.0
0“V“W““v““““““wmmv“m“Wﬂ“wmmvmﬁ““ﬁ“W“HVH'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0 133.0
840 860 880 9.00
5000 39.0 77.0 m/z 77.00 21.19%
51.0 91.0
270 63.0
ol 150 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14796: Benzaldehyde, 2,4—dimethy|— L L L B L L BN
133.0 8.40 8.60 8.80 9.00
m/z 51.00 15.34%
105.0
5000
77.0 91.0
27.0 390 510 43 |
0.q%ﬁgp.ﬂq..u,”..ﬂh”,Nm.“..M..”,”..phbq.}ﬁ%g.q.ﬂnlu..“.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17 1H-Indene, 1-ethenyl-2,3-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.44 17.75 ng 1410180 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 64
2 Naphthalene. 1.2-dihvdro-6-methvl- 144 C11H12 002717-47-7 58
3 Benzene. 1-pentvnvl- 144 C11H12 004250-81-1 53
4 1H-Indene. 1.3-dimethvl- 144 C11H12 002177-48-2 49
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 46

Abundance Scan 770 (10.438 min): BF092410.D ( 764) (-) m/z 144.10 100.00%

5000

10.20 10.40 10.60 10.80

0 m/z 43.00 61.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19607: 1H-Indene, 1-ethenyl-2,3-dihydro-
129.0
5000 LA B L L L L L L

10.20 10.40 10.60 10.80
m/z 129.05  50.40%

39.0 63.0 91.0
S I it U N | NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129.0
R R
10.20 10.40 10.60 10.80
5000 m/z 91.00 41 _.70%
39.0 71.0 145.0
o 15.0 55.0 89.0 1130
A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19592: Benzene, 1-pentynyl- R e e A
129.0 10.20 10.40 10.60 10.80
m/z 143.05 37 .24%
5000
102.0
5.0 70 14*0
e 2 el M
m/z--> 20 40 60 80 100 120 140 160 180 200 10 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 18 4,7-Methanoisobenzofuran-1,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.62 3.56 ng 283130 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methanoisobenzofuran-1.3-dio... 164 C9H803 000826-62-0 53
2 endo-Methvlenetetrahvdrophthalic... 182 C9H1004 003853-88-1 53
3 Bicvclol3.2.01lhept-2-ene. cis- 94 C7H10 1000155-54-0 53
4 1.2.4-Metheno-1H-cvclobutalcdlpe... 132 C10H12 006707-86-4 45
5 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HON 000095-11-4 42
Abundance Scan 786 (10.620 min): BF092410.D (-784) (-) m/z 66.00 100.00%
68.0
131.0
5000
102.0 165.1 196.1 R e R R ]
39.1 . 10.40 10.60 10.80 11.00
) RN . ,~|'. - [ b b 28L L T777131.00 62.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32465: 4,7-Methanoisobenzofuran-1,3-dione, 3a,4,7,7a-tetr...
66.0
5000 LN B U SN B
910 1040 1060 1080 1100
39.0 ‘ m/z 196.10 19.51%
80 L bl 1200 14601640
m/z--> ﬁo ' éo 85 160 150 1&0 160 180 260 250
Abundance
66.0
10.40 10.60 10.80 11.00
5000 m/z 130.00 19.31%
39.0 8.0
ol 180 " 117.0 1370 164, 01820
m/z--> ﬁo 45 éo 85 160 150 1&0 160 180 260 zéo
Abundance #2573: Bicyclo[3.2.0]hept-2-ene, cis- R e e S ]
66.0 10.40 10.60 10.80 11.00
m/z 102.00 18.90%
5000
39.0
91.0
0“"|ﬂ'“F“*'wh'jw'w'w"'w"'w"'"""'w"'w" HRSR NN SN SUNRA BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 19 Bicyclo[2.2.2]oct-2-ene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.93 ng 232698 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 72
2 Bicvclol2.2.2loct-5-ene-2-carbon... 167 C9H10CIN 1000164-89-8 72
3 Bicvclol2.2.2loct-5-ene-2-carbon... 133 C9H11N 1000164-89-7 72
4 Bicvclol2.2.11hept-2-ene. 2-methyl- 108 C8H12 000694-92-8 72
5 3-Oxabicyclo[3.3.0]Joct-6-en-2-on... 168 C9H1203 1000155-62-0 56
Abundance Scan 803 (10.815 min): BF092410.D (-799) (-) m/z 80.00 100.00%
80.0
o /\_/\\AJ\JAA\
43.0 105.0 131.0 1581 10 40 10.60 10.80 11.00 11.20
- 210.1
O .6,3.'-(.".:“....,'-.'..'.-',.:-'..,"..::|-,..1.7.7,1.1.9.3.1,....,.. m/z 79.05 28.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5305: Bicyclo[2.2.2]oct-2-ene
80.0
5000 SRR UL SN

10.40 10.60 10.80 11.00 11.20
m/z 158.10  18.30%

108.0
\39\\0 570\ |
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
80.0

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
10.40 10.60 10.80 11.00 11.20

5000 m/z 43.00 9.55%
104.0
ol_27.0 51.0 132.0 167.0
L e L B B e LS ma sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14291: Bicyclo[2.2.2]oct-5-ene-2-carbonitrile T
80.0 10. 40 10. 60 10 80 11. 00 11. 20

m/z 143.10 9.54%

5000
0 39\0 I 6310 i 10?0 133.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012117\
Data File : BF092410.D

Aca On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample : 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 20 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.39 2.77 ng 189737 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 55
2 m-Methoxvbenzoic acid. phenvl ester 228 C14H1203 065853-67-0 35
3 2-Fluoro-4-cvanotoluene 135 C8HG6FN 170572-49-3 35
4 1.4-Benzenediamine. N-(l-methvlh... 220 C14H24N2 039563-50-3 35
5 1,5,6,7-Tetrahydro-4-indolone 135 C8H9NO 013754-86-4 30
Abundance Scan 941 (12.392 min): BF092410.D (-940) (-) m/z 135.05 100.00%
135.1 223.1
45.0
5000
107.0 AR B BRI SN
77.0 12.00 12.20 12.40 12.60 12.80
o e bk il 2GR0 1931|2942 553010 85.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 ARAREANARUNABARAN
12.00 12.20 12,40 12.60 12.80
45.0 m/z 45.00 57 .98%
: 107.0
N L T 156.0177.0199.0 294.0
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
135.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 57.10 25.98%
28.0 770 1070 228.0 ,,VN,Vv\-FJ\jJ\vﬂﬁ\f\AﬁNV\,Av
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14939: 2-Fluoro-4-cyanotoluene A ERmEa mEa S
135.0 12.00 12.20 12.40 12.60 12.80
m/z 107.00 14.28%
5000
108.0
0 63.0 g5.0
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 1200 12.20 12,40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012117\
Data File : BF092410.D

Acq On : 21 Jan 2017 13:57

Operator : UM/SJ

Sample - 11267-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
2-Pentanone, 4-hy... 4.61 16.7 ng 605421 1 6.52 726318 20.0
Benzene, 1,3-dime... 5.29 46.2 ng 1678710 1 6.52 726318 20.0
Benzene, (1-methy... 5.64 6.4 ng 233766 1 6.52 726318 20.0
unknown6 .29 6.29 103.7 ng 3765800 1 6.52 726318 20.0
Benzene, 1,2,3-tr... 6.33 24_.2 ng 879503 1 6.52 726318 20.0
Indane 6.70 430.9 ng 15647100 1 6.52 726318 20.0
Benzene, 1-propynyl- 6.77 28.6 ng 1037900 1 6.52 726318 20.0
1H-Inden-1-ol, 2,... 8.08 2.6 ng 451529 2 7.80 3522370 20.0
1H-Inden-1-one, 2... 8.40 2.7 ng 469831 2 7.80 3522370 20.0
unknown8 .56 8.56 3.2 ng 559684 2 7.80 3522370 20.0
unknown8 .64 8.64 3.8 ng 661267 2 7.80 3522370 20.0
1H-Inden-5-o0l, 2,... 8.71 3.0 ng 252421 3 9.55 1680580 20.0
1H-Indene, l-ethe... 10.44 17.8 ng 1410180 4 11.02 1588570 20.0
4,7-Methanoisoben... 10.62 3.6 ng 283130 4 11.02 1588570 20.0
Bicyclo[2.2.2]Joct... 10.81 2.9 ng 232698 4 11.02 1588570 20.0
Ethanol, 2-[2-[4-... 12.39 2.8 ng 189737 5 13.65 1372280 20.0
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