LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088079.D

Aca On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample = H3570-20

Misc :

ALS Vial : 9 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-BF060716.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

1.690 8 9 17 rvVB 87928 163124 3.82% 0.950%
1.804 17 19 57 rvB 1903906 4267331 100.00% 24.839%
rBv3 34858 47051 1.10% 0.274%
5.301 322 325 327 rBV 484853 672471 15.76% 3.914%
6.353 415 417 423 rBvY 865463 750101 17.58% 4 _366%
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6.479 426 428 431 rBvY 813987 737710 17.29% 4.294%
6.719 446 449 451 rBvY 651500 600529 14.07% 3.496%
rvB 579930 562489 13.18% 3.274%
7.279 496 498 501 rBvV 513340 449012 10.52% 2.614%
7.999 559 561 564 rBvV 725211 756901 17.74% 4._.406%
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11 9.085 653 656 658 rBvV 715030 979610 22.96% 5.702%
12 9.473 688 690 692 rBvV 336839 332166 7.78% 1.933%
13 9.748 712 714 717 rBV 762662 847523 19.86% 4_.933%
14 10.193 751 753 755 rVB 55597 43055 1.01% 0.251%
15 10.536 781 783 786 rBV 1070831 1000399 23.44% 5.823%

16 10.662 792 794 799 rBV 71050 75924 1.78% 0.442%
17 11.234 842 844 846 rBV 886138 876720 20.54% 5.103%
18 12.434 947 949 952 rBV3 73129 92167 2.16% 0.536%

19 12.662 967 969 973 rVB 128659 138820 3.25% 0.808%
20 12.811 980 982 985 rVB 1396207 1476232 34.59% 8.593%

21 12.994 995 998 1000 rBV 25793 43210 1.01% 0.252%
22 13.725 1060 1062 1065 rBV 58251 104395 2.45% 0.608%
23 13.862 1071 1074 1076 rBV 654772 812355 19.04% 4.729%
24 14.251 1104 1108 1110 rBV2 28606 44293 1.04% 0.258%
25 14.868 1160 1162 1166 rBV 107523 202315 4.74% 1.178%

26 14.982 1169 1172 1177 rVB2 47089 90359 2.12% 0.526%
27 15.142 1183 1186 1189 rVB 60952 89130 2.09% 0.519%
28 15.200 1189 1191 1193 rBV 88152 122144 2.86% 0.711%
29 15.245 1193 1195 1198 rBV 487957 622835 14.60% 3.625%
30 16.571 1308 1311 1315 rBV 48551 100403 2.35% 0.584%

31 16.971 1343 1346 1351 rVB 37080 78896 1.85% 0.459%

Sum of corrected areas: 17179670
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061616\
BF088079.D

16 Jun 2016 16:53

UmM/sJ

H3570-20

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088079.D
1/80
1500000
1000000
6.38 48
6.7
26'87 7.28
500000 5.30 '
1.69
4.86
ot———r——7r——7r 77—
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: BF088079.D
1500000 12.81
10.54
1000000 11.23
8.00 9.08 9.75
500000
9.47
12.66
1019 A4JE3F6 12.43 12.99
O e e e A B B S e e e B am m e SR et
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: BF088079.D
1500000
1000000
13.86
500000
16.57  16.97
T T T T S 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\BF061616\
Data File : BF088079.D

Aca On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample = H3570-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.48 Concentration Rank 2

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

6.48 24 .57 ng 737710 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 428 (6.479 min): BF088079.D (-426) (-) m/z 132.00 100.00%
132
5000 68
96 ISR RS LR LR
40 54 28 06 6.20 6.40 6.60 6.80
o} I B e B B m/z 68.10 42 _.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR RS LS LR
6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.03%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 26 .59%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I A REEmEEmmee s
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.72%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN A W A W
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088079.D

Aca On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample = H3570-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Heptafluorobutyric acid, pe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.57 ng 104395 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 90
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
Abundance Scan 1062 (13.725 min): BF088079.D (-1060) (-) m/z 57.10 100.00%
| A/Lﬂ\/f\\\’\//\/\/
5000
111 230
139 175 200 13.40 13.60 13.80 14.00
o b 11— | m/z 43.05 82.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
5
83
5000 SR BN BN SN SRR
1340 13.60 13.80 14.00
s m/z 83.10 78.08%
0 \ ‘ \‘ “ ‘ ‘\ \ 139 ! 2}0 255 406
m/z--> 200 250 300 350 400
Abundance
43
13.40 13.60 13.80 14.00 |
5000 83 m/z 69.10 74 .05%
18 111
o 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane R AREE R S
57 13.40 13.60 13.80 14.00
m/z 55.10 73.99%
- /\N/A/\F[L/M
29 125
m/z--> 5'0 é 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088079.D

Aca On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample = H3570-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknownl14.98 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.90 ng 90359 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-4-one. 2-T(butvlidimethyv... 214 C11H2202Si 1000153-21-9 22
2 Rhodium. I(1.2.3-.eta.)-2-butenv... 240 C10H17Rh 074779-89-8 22
3 2.8-Dimethvlauinoline 157 C11H1i1N 001463-17-8 20
4 1.2-Benzenedicarboxvlic acid. 4.... 250 C14H1804 069094-40-2 20
5 Quinoline, 2,4-dimethyl- 157 C11H1i1N 001198-37-4 18
Abundance Scan 1172 (14.982 min): BF088079.D (-1169) (-) m/z 177.10 100.00%
14.60 14.80 15.00 15.20 15.40
0 m/z 157.10 74 .32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72372: 2-Penten-4-one, 2-[(butyldimethylsilyl)oxy]-
157
5000 R UAE AR AR BB R
59 mmmmmmmmmm
‘ 115 199 m/z 213.10 32.29%
85
Lozl o el
m/z--> 50 100 150 200 250 300 350 400
Abundance
157
14.60 14.80 15.00 15.20 15.40
5000 m/z 252.10 29.06%
199 240
39
103
o 69 129, | 479
m/z--> §0 160 150 200 250 300 3%0 460
Abundance #29202: 2,8-Dimethylquinoline
157 14.60 14.80 15.00 15.20 15.40
m/z 199.10 26.41%
5000
39 63 gq 115
0P“.JL}““.‘J‘.J.,‘.'{.'l‘.‘{ —— N N T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088079.D

Aca On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample = H3570-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.86 ng 89130 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 1186 (15.142 min): BF088079.D (-1183) (-) m/z 252.10 100.00%
252
5000
&7 76 99 1?5148171 200 224 365 407 14.80 15.00 15.20 15.40
ob P e e e S e e e m/z 250.10 28 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 20.92%

125
50 74 99 | 146 174 200 224

e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 13.75%
126
74 99 200 224
O e e
m/z--> 50 100 150 200 250 300 350 400 —_—
Abundance #104215: Perylene R AR R
252 14.80 15.00 15.20 15.40
m/z 126.00 12.82%
5000
126
ol27 50 74 99, | 150174198 224
7
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061616\
Data File : BF088079.D

Acq On : 16 Jun 2016 16:53

Operator : UM/SJ

Sample : H3570-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
unknown6 .48 6.48 24.6 ng 737710 1 6.72 600529 20.0
Heptafluorobutyri... 13.73 2.6 ng 104395 5 13.86 812355 20.0
unknownl14 .98 14.98 2.9 ng 90359 6 15.25 622835 20.0
Benzo[e]pyrene 15.14 2.9 ng 89130 6 15.25 622835 20.0
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