LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\

Data File : BF093241.D

Acq On : 28 Feb 2017 11:50 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11992-01 FK-GF-02-003-A

ALS Vial : 4 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-BF013017 .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

3.115 87 90 109 rBvV 17569 116376 3.02% 0.315%
4._.967 249 252 261 rBV 850073 1280489 33.23% 3.468%
291 293 rBV 2716719 3548154 92.07% 9.609%
6.464 380 383 385 rBV 3445165 3754839 97.44% 10.169%
6.579 391 393 396 rBV 3361351 3290914 85.40% 8.912%
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6.807 411 413 415 rBvV 981825 823765 21.38% 2.231%
6.967 424 427 429 rBV 2583876 2802219 72.72% 7.589%
463 465 rBV 2469998 2461418 63.87% 6.666%
8.087 523 525 528 rBV 1034010 1072323 27.83% 2.904%
9.162 617 619 622 rBV 2783504 3853599 100.00% 10.436%

(@R {cNec R NNe))
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11 9.562 652 654 657 rBVY 1061052 905877 23.51% 2.453%
12 9.848 676 679 681 rBvY 987364 1200845 31.16% 3.252%
13 10.271 715 716 720 rVB 88372 79520 2.06% 0.215%
14 10.488 733 735 739 rBV 26521 48547 1.26% 0.131%
15 10.636 745 748 750 rBV 2035796 2047377 53.13% 5.545%

16 10.751 756 758 762 rVB 77432 133295 3.46% 0.361%

17 11.196 794 797 798 rBV 68933 91977 2.39% 0.249%
18 11.322 806 808 812 rBV 959066 1462817 37.96% 3.962%
19 11.402 812 815 817 rVB 69317 79779 2.07% 0.216%
20 11.619 832 834 836 rBvV 65881 59612 1.55% 0.161%
21 11.859 853 855 856 rvv 56814 54840 1.42% 0.149%
22 11.939 860 862 866 rvVB 67238 91915 2.39% 0.249%
23 12.122 875 878 880 rBv2 28030 39445 1.02% 0.107%

24 12.534 912 914 917 rBV 335747 393501 10.21% 1.066%
25 12.762 931 934 937 rBv2 274092 378930 9.83% 1.026%

26 12.911 944 947 950 rBV 3047895 3278946 85.09% 8.880%

27 12.991 950 954 956 rvB2 23652 41855 1.09% 0.113%
28 13.094 960 963 965 rBV 39557 69606 1.81% 0.189%
29 13.197 970 972 976 rVB2 32231 55686 1.45% 0.151%
30 13.608 1005 1008 1010 rBV 32290 43970 1.14% 0.119%

31 13.802 1023 1025 1030 rVB2 148751 249966 6.49% 0.677%
32 13.962 1036 1039 1044 rVB2 1008985 1192532 30.95% 3.230%
33 14.122 1051 1053 1057 rBv4 28020 63057 1.64% 0.171%
34 14.431 1077 1080 1083 rBV2 45602 129794 3.37% 0.352%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.980 1126 1128 1132 rBV 108383 221029 5.74% 0.599%

36 15.037 1132 1133 1135 rVV 60572 60946 1.58% 0.165%
37 15.082 1135 1137 1143 rVB3 34963 74359 1.93% 0.201%
38 15.265 1151 1153 1156 rBV 69733 90628 2.35% 0.245%

39 15.322 1156 1158 1161 rBV 87062 116282 3.02% 0.315%
40 15.380 1161 1163 1170 rBV 525633 856812 22.23% 2.320%

41 15.791 1197 1199 1202 rBV 46816 72572 1.88% 0.197%

42 16.774 1282 1285 1291 rVB2 50876 153803 3.99% 0.417%

43 17.185 1318 1321 1324 rBV 36197 81166 2.11% 0.220%
Sum of corrected areas: 36925382
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093241.D
646,58

3000000
5.41
6.97

2500000 7.38
2000000
1500000
6.81

1000000 4.97

500000

]  iii LIz R i B .. s

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093241.D

12.91

3000000 916

2500000

10.64
2000000

1500000

8.09 9.56
1000000 9.85 11.32

500000

12.5315 76

12/ %0020  13.61

10.27 . 20114011,
0.2710 49| {10.75 112011401162 118642 12

L e e e L e e e

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: BF093241.D

3000000

2500000

2000000

1500000

13.96

1000000

500000

14.12 14.43 16.77  17.19

oo

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\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 unknown3.12 Concentration Rank 6

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

3.12 2.83 ng 116376 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 9
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
3 2-Butanol, (R)- 74 C4H100 014898-79-4 9
4 2-Hexanol 102 C6H140 000626-93-7 9
5 (S)-2-Hydroxypropanoic acid 90 C3H603 000079-33-4 9

Abundance Scan 90 (3.115 min): BF093241.D (-87) (-) m/z 45.05 100.00%
45
YA T
39 57 61 280 3.00 3.0 3.40
51 , 86
'W““W“P“W“W““P“W“H”L““P“W““W“P“WMW““PMP“W“W m/z 43.05 18.33%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #287: Isopropy! Alcohol
45
5000 L L AR L LN
2.80 3.00 3.20 3.40
m/z 61.00 4.76%
27
"|“"v"ﬁé'}ﬁ"“l'Llﬁ%'w'?ﬁfﬁl*"'w'?ﬁl“?ﬁ'“'l“"v"w'“'|“"v"w"“|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
280 300 320 340
5000 m/z 39.10 4.32%
29
191519 56 | 33 3942 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #827: 2-Butanol, (R)-
45 2.80 3.00 3.20 3.40
m/z 44.00 3.58%
5000
o731 4 59
Al 38 | ||| 50 55 73
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 31.09 ng 1280490 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF093241.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 4.60 4.80 5.00 5.20 5.40
...,....,....,...37.-,':...,?3.:.,...‘??....,??..,...:,'....,. m/z 59.10 59.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.15%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 5.20 5.40
5000 m/z 58.10 15.22%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.70%
5000 41
31
‘ 69 87
"'I'%é'l'"MI""“lh"léﬁuk"'"h""l""l"'gﬁ""l' RRESENARRE AR RARRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 3 unknown6.58 Concentration Rank 1

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

6.58 79.90 ng 3290910 1,4-Dichlorobenzene-d4 6.81
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-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 393 (6.579 min): BF093241.D (-391) (-) m/z 132.10 100.00%
132
5000 68
6 T|rrrrryrrrrfrrrrrrrrr[rri
75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,“.'.‘.‘7:,!!..%!-.'...':.,..?‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 45.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS MUEE SRS
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 32.31%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.09%
104
66
14 27 37 4451 55 T 89 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.94%
5000
63 81
3138 50 74 ‘ 88 101 1;2 |
> 15 % % 4w e o B % 10 110 135 1% 15 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 5 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.80 4.19 ng 249966 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
2 1-Docosene 308 C22H44 001599-67-3 93
3 Cyclotetradecane 196 C14H28 000295-17-0 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 1025 (13.802 min): BF093241.D (-1023) (-) m/z 57.10 100.00%

g7

83
5000 4

-

13.40 13.60 13.80 14.00 14.20

139 234
163 181196213 m/z 43.10 84.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84854: 1-Pentadecanethiol

55 83

-

5000 T T T T T
13.40 13.60 13.80 14.00 14.20

m/z 55.10 77 .43%

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R N R I EREEE s
97 13.40 13.60 13.80 14.00 14.20
5000 N m/z 83.10 60.49%
29
125
14 153168 308
WWTWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #53623: Cyclotetradecane B B e
13.40 13.60 13.80 14.00 14.20

m/z 69.10 54 .44%

5000

-

T T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.18 ng 129794 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Hexadecane 226 C16H34 000544-76-3 55
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 49
4 Pentacosane 352 C25H52 000629-99-2 46
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 46
Abundance Scan 1080 (14.431 min): BF093241.D (-1077) (-) m/z 57.10 100.00%
g7
5000
4 N
155 186 204 223233 283 302 14.20 14.40 14.60 14.80
m/z 71.10 65.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91034: Octadecane
57
5000 4 85 L SN B UL B
14.20 14.40 14 60 14. 80
m/z 43.10 54 _.51%
2 | ‘ I 197 225 2?4
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260 280 360
Abundance
57
4 14.20 14.40 14.60 14.80
5000 85 m/z 85.10 53.83%
14 113 141 169 197 226
mwmmmwmrwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82616: Tetradecane, 2,6,10-trimethyl- R AR RRRES T
57 14.20 14.40 14.60 14.80
m/z 55.05 37.92%
85
5000 4
113 155
L g ) s ‘\ 1§3 210225240
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260 280 360 14'20 14.40 14 60 14-80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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 Benz[e]acephenanthrylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.12 ng 90628 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 94
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1153 (15.265 min): BF093241.D (-1151) (-) m/z 252.10 100.00%
242
5000
125

15.00 15.20 15.40 15.60

43 57 73 111 146 198 224 270
® 167 14 m/z 250.10  34.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89828: Benz[e]acephenanthrylene
252

5000
15.00 15.20 15.40 15.60

126 m/z 253.10 21.90%

63 83 90?150 174 200 224 |
N LMY SRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
e P
15.00 15.20 15.40 15.60
5000 m/z 125.10  20.35%
126
112 224
41 63 84 99 150 174 200 224239

mmwmwwwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89814: Perylene Al EEma s B
2 15.00 15.20 15.40 15.60
m/z 126.10 18.36%

5000

150 174 198 224238
 RRRRRER R et e Y A S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 1540 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
Data File : BF093241.D

Acq On : 28 Feb 2017 11:50

Operator : SJ/MA

Sample : 11992-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
unknown3.12 3.12 2.8 ng 116376 1 6.81 823765 20.0
2-Pentanone, 4-hy... 4.97 31.1 ng 1280490 1 6.81 823765 20.0
unknown6 .58 6.58 79.9 ng 3290910 1 6.81 823765 20.0
1-Pentadecanethiol 13.80 4.2 ng 249966 5 13.96 1192530 20.0
Octadecane 14.43 2.2 ng 129794 5 13.96 1192530 20.0
Benz[e]acephenant... 15.27 2.1 ng 90628 6 15.39 856812 20.0
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