LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF090816\

Data File : BF090037.D

Acg On : 8 Sep 2016 21:14 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H4704-08 s&&t&&§
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.724 10 12 56 rVB 4797187 12831700 100.00% 24.941%
2 4.718 272 274 285 rBVY 578266 986042 7.68% 1.917%
3 5.176 311 314 316 rBvV 3387984 3615990 28.18% 7.028%
4 6.250 405 408 410 rBV 3421657 4212331 32.83% 8.187%
5 6.364 415 418 420 rBV 3921677 3873917 30.19% 7.530%

6.593 436 438 444 rBvV 807192 1091265 8.50% 2.121%
6.753 449 452 455 rBV 3180410 3016106 23.51% 5.862%
7.164 485 488 491 rBV 1911650 2233702 17.41% 4.342%
7.884 549 551 561 rBV 1660619 1556864 12.13% 3.026%
8.970 643 646 648 rBVY 3939613 4676525 36.45% 9.090%

=
QO ~NO®

11 9.359 678 680 683 rBY 1035439 1098045 8.56% 2.134%
12 9.633 701 704 706 rBV 1615176 1614263 12.58% 3.138%
13 10.410 769 772 775 rBV 2108347 2362641 18.41% 4_.592%
14 10.559 783 785 789 rVB 94366 164211 1.28% 0.319%
15 11.096 830 832 843 rvB 1309091 1496884 11.67% 2.909%

16 12.685 968 971 973 rBV 3530939 3567307 27.80% 6.934%
17 13.588 1048 1050 1055 rBV 146972 216518 1.69% 0.421%
18 13.714 1058 1061 1068 rBV 1248622 1425003 11.11% 2.770%
19 15.051 1176 1178 1182 rBV 728768 1012779 7.89% 1.969%
20 17.600 1394 1401 1410 rBV 75325 396732 3.09% 0.771%

Sum of corrected areas: 51448825
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090816\

BF090037.D

8 Sep 2016 21:14

UmM/sJ

H4704-08

16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 18.07 ng 986042 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 274 (4.718 min): BF090037.D (-272) (-) m/z 43.10 100.00%

e
5000 59

SRS I SU——
101 440 4.60 4.80 5.00

e Sl 83l e 8 | "m/z 59.10  49.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

440 4.60 4.80 5.00
m/z 58.10 14 .43%

25 3 37 83 g3 01
LA o e e e A o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 m/z 101.10 14.20%
58
15 27 37 72 100
L I e B ma s R mE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e B ARmEY
43 440 460 4.80 5.00

m/z 41.10 8.70%

57
5000
29 101
15 Y 51 73 83 95

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.36 Concentration Rank 2

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

6.36 71.00 ng 3873920 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 418 (6.364 min): BFO90037.D (-415) (-) m/z 132.10 100.00%
5000 68
© sl Ty ot 650 on om0
SRS TRRRSSOTY | 2NN N . | N m/z 68.10  40.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR SR A S
6.00 6.20 6.40 6.60
m/z 134.10 32.72%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 660
5000 m/z 66.10 25.82%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine- proplonyl R RAmaaE e
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.21%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.19 ng 164211 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 785 (10.559 min): BF090037.D (-783) (-) m/z 57.10 100.00%
57
5000 85
4 ) WL~ AN W
113 10.20 10.40 10.60 10.80
,,|' b e M/Z 43.10  67.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 a5 U AR B R B
10. 20 10 40 10 60 10.80
29 m/z 71.10 60.59%
113

Ly M8 141 169 107 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

10.20 10.40 10.60 10.80
5000 85 m/z 85.10 38.97%

29
113 141 169 197 o995 254

DUNSRUNEERURERURSE SRS SRR RSN SRS SRS RS LARAE SRS SRS RS SRR LR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane b B E L I
57 10.20 10.40 10.60 10.80
m/z 41.05 25.26%

5000 85

L 169 197 205 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 20 10 40 10 60 10. 80

29‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method

Quant Ti

tle

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 6 1-Docosene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.59 3.04 ng 216518 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1050 (13.588 min): BF090037.D (-1048) (-) m/z 57.10 100.00%
57
83
5000
13.20 13.40 13.60 13.80 14.00
m/z 43.10 96.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
97
5000 1 R AN BRI R
29 1320 13.40 13.60 13.80 14.00
m/z 55.10 96 .55%
125
L 153 181 308
m/z--> ﬁb&mmmmmmmmmmmmm
Abundance
43
69 AR BRI SRR S
97 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 76 .48%
27 125
153169 196 224
WWWTWWWWFWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol T T
55 83 13.20 13.40 13.60 13.80 14.00
m/z 97.10 66.87%
B V_~_wM—¢N,N~NA\_/\_-~AAJwy
29
b 139 167 106 200038 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acenaphtho[l,2-j]fluoranthene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.60 7.83 ng 396732 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphtho[1,2-j]fluoranthene 326 C26H14 000193-21-5 81
2 Rubicene- 326 C26H14 000197-61-5 60
3 Bis(pentamethylcyclopentadienyl) ... 326 C20H30Fe 012126-50-0 47
4 2-(4-Biphenylyl)imidazo[2,1-b]be... 326 C21H14N2S 038956-29-5 47
5 Alizarin, 1,2-0-(phenylboranediyl)- 326 C20H11B0O4 1000161-74-3 46

Abundance Scan 1401 (17.600 min): BF090037.D (-1394) (-) m/z 326.20 100.00%
326
5000 ‘//M\\ﬁﬁx////\\&/”\dxk\\//ﬁ
163 LRI LN SR SURIURN B
57 296 17.20 17.40 17.60 17.80 18.00
39,819 122143 ) 187 219 249272 2 . 33 | Thn/z 163.10 24.87%
m/z--> 50 100 150 200 250 300 350
Abundance #166315: Acenaphtho[1,2-j]fluoranthene
326
5000 A DAL B UL B
17,20 17.40 17.60 17.80 18.00
163 m/z 327.20 23.39%
27 50 74 108 136 | 198 222 246 272 298
m/z--> 50 100 150 200 250 300 350
Abundance
326
17.20 17.40 17.60 17.80 18.00
5000 m/z 162.10 20.69%
163
39 74 108 136 182199 222 248 272 298 \AJW\V,f\\r///\\VfALV\\Vfo
m/z--> 50 100 150 200 250 300 350
Abundance #166103: Bis(pentamethylcyclopentadienyl)iron I RREEEEEES T
326 17.20 17.40 17.60 17.80 18.00
m/z 324.20 19.20%
41 77 105 133 163 4q9 292309
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090037.D

Acq On : 8 Sep 2016 21:14

Operator : UM/SJ

Sample : H4704-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
2-Pentanone, 4-hy... 4.72 18.1 ng 986042 1 6.59 1091270 20.0
unknown6 .36 6.36 71.0 ng 3873920 1 6.59 1091270 20.0
Tetracosane 10.56 2.2 ng 164211 4 11.10 1496880 20.0
1-Docosene 13.59 3.0 ng 216518 5 13.71 1425000 20.0
Acenaphtho[1,2-j]... 17.60 7.8 ng 396732 6 15.05 1012780 20.0
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