LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32 Instrument :

Operator : SJ/MA ?:'l\:gﬁ't:Sam ol

3§mple : 11658-01 SRCOMP&K@QFT
isc :

ALS Vial : 8 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-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 heiaht area % max. total
1 4.807 236 238 248 rBV 31967 56072 1.10% 0.116%
2 5.127 263 266 276 rBVY 1722692 2693480 52.74% 5.581%
3 5.550 300 303 306 rVB 4278629 5106755 100.00% 10.581%
4 6.579 390 393 396 rBVY 3664761 4735531 92.73% 9.812%
5 6.704 401 404 407 rVV 3785266 4522102 88.55% 9.370%
6 6.933 422 424 426 rBV 1136971 951027 18.62% 1.971%
7 7.093 435 438 440 rBV 3797725 3555748 69.63% 7.367%
8 7 .505 470 474 476 rBV 2942618 3308532 64.79% 6.855%
9 8.225 534 537 539 rBY 1101362 1276438 25.00% 2.645%
10 8.808 586 588 590 rBV 77538 69475 1.36% 0.144%

11 9.299 628 631 633 rBV 4567767 4543702 88.97% 9.415%
12 9.379 635 638 642 rvv2 85544 163062 3.19% 0.338%
13 9.630 657 660 663 rvv 56463 93561 1.83% 0.194%
14 9.688 663 665 669 rvB 414303 415580 8.14% 0.861%
15 9.905 680 684 686 rBvV 159089 168284 3.30% 0.349%

16 9.973 686 690 692 rBV 1504063 1367208 26.77% 2.833%
17 10.179 705 708 710 rvv3 48883 77718 1.52% 0.161%
18 10.225 710 712 714 rVB3 44791 64644 1.27% 0.134%
19 10.396 724 727 729 rBV 161835 226965 4.44% 0.470%
20 10.625 745 747 750 rvB2 82852 132290 2.59% 0.274%

21 10.762 756 759 762 rBV2 1918075 2676824 52.42% 5.546%
22 10.876 767 769 772 rBV 260380 384337 7.53% 0.796%

23 10.945 773 775 779 rBV 26680 59580 1.17% 0.123%
24 11.059 783 785 787 rBvV2 27581 56041 1.10% 0.116%
25 11.219 795 799 801 rBv4 32652 76143 1.49% 0.158%

26 11.322 806 808 809 rvv 232008 211501 4.14% 0.438%
27 11.356 809 811 813 rVB 97494 134364 2.63% 0.278%
28 11.459 818 820 824 rBV2 1401566 1640015 32.11% 3.398%
29 11.539 824 827 828 rVB 60012 100739 1.97% 0.209%
30 11.699 837 841 843 rBv4 50001 106665 2.09% 0.221%

31 11.745 843 845 848 rVB 136374 127850 2.50% 0.265%
32 11.962 861 864 865 rBv2 51110 60883 1.19% 0.126%
33 11.985 865 866 868 rvv 66947 64028 1.25% 0.133%
34 12.076 872 874 878 rVB3 70896 145943 2.86% 0.302%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092742.D
Aca On : 2 Feb 2017 18:32 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 11658-01 SP-COMP-1A-0-2F T
ALS Vial : 8 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.156 878 881 883 rBvV 99950 108026 2.12% 0.224%

36 12.259 887 890 893 rvv2 31463 62507 1.22% 0.130%
37 12.316 893 895 899 rvB2 34123 59739 1.17% 0.124%
38 12.408 900 903 904 rVvB3 42960 60105 1.18% 0.125%
39 12.431 904 905 910 rBV3 33160 62222 1.22% 0.129%
40 12.511 910 912 913 rBV2 46452 57665 1.13% 0.119%
41 12.545 913 915 916 rVB 93068 90989 1.78% 0.189%
42 12.671 924 926 928 rVB 479340 396464 7.76% 0.821%
43 12.717 928 930 932 rVvB2 40505 56651 1.11% 0.117%

44 12.899 943 946 949 rBV 380129 443451 8.68% 0.919%
45 13.048 956 959 961 rBV 3530564 3504305 68.62% 7.261%

46 13.231 973 975 977 rVB2 42335 59367 1.16% 0.123%
47 13.265 977 978 980 rBV 66357 84663 1.66% 0.175%
48 13.608 1006 1008 1011 rBV3 63796 109087 2.14% 0.226%
49 13.734 1016 1019 1023 rVB3 66298 123394 2.42% 0.256%
50 13.939 1035 1037 1043 rVB 196790 301401 5.90% 0.625%

51 14.100 1047 1051 1052 rBV2 923713 1209541 23.69% 2.506%

52 14.557 1089 1091 1092 rBV 65109 79130 1.55% 0.164%
53 15.128 1139 1141 1145 rBV 143545 279310 5.47% 0.579%
54 15.197 1145 1147 1149 rVB2 60463 71785 1.41% 0.149%

55 15.437 1165 1168 1170 rVB 72519 124805 2.44% 0.259%
56 15.494 1170 1173 1176 rVB 117343 149254 2.92% 0.309%
57 15.563 1176 1179 1185 rVB 572562 968750 18.97% 2.007%
58 15.700 1188 1191 1193 rBV2 62051 135745 2.66% 0.281%
59 16.008 1216 1218 1221 rBV 51805 77440 1.52% 0.160%
60 17.003 1302 1305 1309 rBV2 57884 116429 2.28% 0.241%

61 17.448 1341 1344 1347 rVB 45740 97417 1.91% 0.202%

Sum of corrected areas: 48262729
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF092742.D

5.55

4000000 70 7.09

3000000 7.50

2000000 513

6.93

1000000

4.81

5.00
TIC: BF092742.D

0

5.50

T
Time-->
Abundance

4000000
13.05

3000000

10.76

2000000

8.22

1000000

183237 13.63.

12.50 13.00 13.50

10.50 11.00
TIC: BF092742.D

T T
Time--> 11.50 12.00

Abundance

4000000

3000000

2000000

14.10

1000000 15.56

13.94 14.56 1543014949570 16.01 17.00 17.45

0
Time-->

18.00 18.50

14.00

14.50

15.00 15.50 16.00 16.50 17.00 17.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 56.64 ng 2693480 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 266 (5.127 min): BF092742.D (-263) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 AR RS SRR AR
4.80 5.00 520 5.40
ey 520 [l 690 881 | 2759 10 56.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS SRR AR
4.80 5.00 520 5.40
59.0 1010 m/z 101.10 15.76%
21.0 350, | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 15.14%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R R
59.0 4.80 5.00 520 5.40
m/z 41.10 8.82%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L] sof] ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.70 Concentration Rank 1

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

6.70 95.10 ng 4522100 1,4-Dichlorobenzene-d4 6.93
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 404 (6.704 min): BF092742.D (-401) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.0 96|-1 o 640 660 680 7.00
T e e m/z 68.10 43.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL U U
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.33%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 m/z 66.10 27 .89%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! LN I e S
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.05%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R R REEEREE R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 Eicosane Concentration Rank 11

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

9.38 2.39 ng 163062 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Dodecane 170 C12H26 000112-40-3 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 638 (9.379 min): BF092742.D (-635) (-) m/z 57.10 100.00%
57.1
5000 g5 1

113.2140.1 193.2 9.00 9.20 9.40 9.60 9.80
.”“”th.iq””“”w”““”q”“.”.””.”.“”.”.””.”w””“. m/z 43.10  67.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 llllllllllllllllllllll
85.0 9.00 9.20 9.40 9.60 9.80
29.0 m/z 71.05 47.65%
‘\ ‘\ L ‘\113014101690 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R B ERREEE S )
9.00 9.20 9.40 9.60 9.80
5000 850 m/z 85.10 36.00%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

URRRS LR RN RN RARAS RN RRAAN RRRAN RARAS LARAS LULAS ARAS RN RARRS BRARY RARAN BARAN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73967: Hexadecane
57.0 9.00 9.20 9.40 9.60 9.80
m/z 41.10 27 .65%

5000 85.0

29.0
Ll A180141.0160.0 197.0 226 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9. 00 9.20 9. 40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tetradecane Concentration Rank 10

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

9.90 2.46 ng 168284 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 684 (9.905 min): BF092742.D (-680) (-) m/z 57.10 100.00%
57.1
e JAAM
113.2 9. 60 9. 80 10 00 10 20
2 141.2150.2 m/z 43.10 68.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57.0
5000 85.0 ERAEEE AR AR AR
9.60 9.80 10.00 1020
29.0 m/z 71.10 53.73%
| | 1130 1410 1690 1960
m/z--> ' ' éo 85 160 150 150 160 180 200 250 250
Abundance
57.0
'9.60 9.80 10.00 10.20
5000 m/z 85.10 35.64%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> ﬁo 45 éo 85 160 150 1&0 160 180 200 250 250
Abundance #82607: Heptadecane T T T
57.0 9.60 9.80 10.00 10.20
m/z 41.05 28.56%
5000 85.0
29.0
oo 80 1410 1690 1960 240.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 180 200 220 24'10 9. I60 9. 80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.40 3.32 ng 226965 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 727 (10.396 min): BF092742.D (-724) (-) m/z 57.10 100.00%

5%.1

5000

10.00 10.20 10.40 10.60 10.80
m/z 43.10 74 .05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36159: Dodecane
57.0
5000 TTTT TTTT TTTT TT T T TT
85.0 10 00 10 20 10 40 10. 60 10. 80
29.0 m/z 71.10 50.36%
\‘. Ll ‘ i 1120 1410 170.0
L o o o e L e e o B N B e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e s e e R
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.10 31.44%
85.0
29.0
1130 1410 169.0 197.0 226.0
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45620: Decane, 6-ethyl-2-methyl- R B A
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 29.11%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.88 4.69 ng 384337 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 769 (10.876 min): BF092742.D (-767) (-) m/z 57.10 100.00%

57.1
5000

10.60 10.80 11.00 11.20
m/z 43.10 65.91%

1131 1412 169.2 1982

O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane

57.0

5000 L L
10. 60 1080 11. OO 11. 20

280 80 m/z 71.10 56.90%
L‘ J B ‘ 113.0 1410 1840

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

57.0

10.60 10.80 11.00 11.20

5000 m/z 85.10 35.30%
85.0

29.0

1130 1410 169.0 197.0 2250 253.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane AR B BEE RS

57.0 10.60 10.80 11.00 11.20
m/z 41.10 27.29%

5000

29.0
1130 1410 169 0 196.0 240 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.58 ng 211501 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 808 (11.322 min): BF092742.D (-806) (-) m/z 57.10 100.00%

57.1

5000

11.00 11.20 11.40 11.60

39
m/z 43.10 66 .36%

113.1 141.2 167.2 212.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
85.0 11.00 11.20 11.40 11.60
29.0 m/z 71.10 57 .04%
\‘ ‘ [ A A - 113 0 14‘:" 0 169 0 212.0
.”,.”.,”.w..”,.”.,”....” L B
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
I B e
11.00 11.20 11.40 11.60
5000 m/z 85.10 38.92%
85.0
29.0
1130 1410 169.0 197.0 226.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55007: Tetradecane R BT e e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 26.19%
5000 85.0
29.0 ‘
\‘ [ A N 1130 1410 1690 19§0

m/z--> 60 80 100 120 140 160 180 200 220 11.00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

Sample : 11658-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 7H-Benz[de]anthracen-7-one Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.73 2.04 ng 123394 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 64
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 64
3 1-Pvrene-carboxaldehvde 230 C17H100 003029-19-4 50
4 4-Chloro-indenoll.2-blpvridin-5-._.. 230 C12H7CIN20 1000294-18-6 50
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 47

Abundance Scan 1019 (13.734 min): BF092742.D (-1016) (-) m/z 230.10 100.00%
230.1
5000
57.1 2001 333.9 LI L L L
| I 10| T I 2639 3030 13.40 13.60 13.80 14.00
ST WA N OOY NP Wt s ~..'.-.1,...‘: et m/z 57.10 24.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #76455: 7TH-Benz[de]anthracen-7-one
230.0
5000 202.0 SR DAL B SR SRR
1340 13.60 13.80 14.00
m/z 200.10 19.66%
390 740 10}0 150.0176.0 | |
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
230.0
13.40 13.60 13.80 14.00
5000 m/z 231.10 19.26%
101.0 200.0
50.0 75.0 149.0174.0
mmmmﬁmwwmvmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #76449: 1-Pyrene-carboxaldehyde 0
2010 2300 13.40 13.60 13.80 14.00
' m/z 202.10 18.72%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.98 ng 301401 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 74
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 68
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 64
4 Cvclododecane 168 C12H24 000294-62-2 60
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 60
Abundance Scan 1037 (13.939 min): BF092742.D (-1035) (-) m/z 57.10 100.00%
57.1

5000

3

13.60 13.80 14.00 14.20
m/z 43.10 86.17%

261.2 303.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

%

83.0
5000 A REEE e ERERAREE
13. 60 13. 80 14. OO 14.20
20,0 m/z 71.10 55.64%
“' “ 1L 139.0 168.0 210.0 238.0 283.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R R REE e
83.0 13.60 13.80 14.00 14.20
5000 m/z 55.10 55.40%
29.0 111.0

.0 196.0
139.0 168.0 227.0 558

;

mﬁmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester e e A B
13.60 13.80 14.00 14.20

m/z 83.10 50.44%

83.0

5000

s

139.0

182.0 210.0
R e e N EEmme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092742.D

Aca On : 2 Feb 2017 18:32

Operator : SJ/MA

ﬁ?ggle i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl15.70 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.80 ng 135745 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Clotiazepam 318 C16H15CIN20S 033671-46-4 38
2 Cobalt. bisl(1.2.3.3a.7a-.eta.)-... 289 C18H14Co 033056-04-1 38
3 8-OQuinolinamine. N-(trimethvlsil... 304 C15H24N20Si2 036972-87-9 38
4 1H-Indole-2(3H)-one. 3-(4-triflu... 289 C16H10F3NO 035315-56-1 38
5 3-(4-Chlorophenyl)-7-methyl-6-pr... 318 C16H15CIN20S 283170-54-7 38
Abundance Scan 1191 (15.700 min): BF092742.D (-1188) (-) m/z 289.10 100.00%
289.1
5000
57.1 811 191.2
1231 e 2242 511 323.1 15.40 15.60 15.80 16.00

m/z 291.10 30.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126894: Clotiazepam

289.0

318.0

5000
15.40 15.60 15.80 16.00

m/z 81.10 23.25%
45.0 890113014001660 1980 . 232.0 261.0, ‘

I ] ! “

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

Abundance
289.0
R R
15.40 15.60 15.80 16.00
5000 m/z 290.10 21.94%
115.0 174.0
27.0 590 890 147.0 202.0228.0 261.0
Tmrmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119534: 8-Quinolinamine, N-(trimethylsilyl)-6-[(trimethyl...
289.0 15.40 15.60 15.80 16.00
m/z 95.10 20.78%
5000
73.0
et et | | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15 60 15. 80 16. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF020217\

Data File : BF092742.D

Acq On : 2 Feb 2017 18:32

Operator : SJ/MA

3?22'6 i 11658-01 SP-COMP-1A-0-2FT
ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.13 56.6 ng 2693480 1 6.93 951027 20.0
unknown6.70 6.70 95.1 ng 4522100 1 6.93 951027 20.0
Eicosane 9.38 2.4 ng 163062 3 9.97 1367210 20.0
Tetradecane 9.90 2.5 ng 168284 3 9.97 1367210 20.0
Dodecane 10.40 3.3 ng 226965 3 9.97 1367210 20.0
Tridecane 10.88 4.7 ng 384337 4 11.46 1640020 20.0
Pentadecane 11.32 2.6 ng 211501 4 11.46 1640020 20.0
7H-Benz[de]anthra... 13.73 2.0 ng 123394 5 14.10 1209540 20.0
Pentafluoropropio... 13.94 5.0 ng 301401 5 14.10 1209540 20.0
unknown15.70 15.70 2.8 ng 135745 6 15.56 968750 20.0
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