LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 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-BF123115.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 5.047 256 259 266 rVB 1362979 2071459 25.83% 2.634%
2 5.470 293 296 299 rBVY 5618693 7092061 88.44% 9.017%
3 6.510 383 387 389 rBY 6883920 8019296 100.00% 10.196%
4 6.636 395 398 400 rBVY 5422061 7651000 95.41% 9.728%
5 6.853 415 417 419 rBV 2115678 1728207 21.55% 2.197%
6 7.013 428 431 433 rBVY 6369640 5660060 70.58% 7.196%
7 7.424 464 467 469 rBV 5044615 5155714 64.29% 6.555%
8 7.539 475 477 482 rVB 187010 292172 3.64% 0.371%
9 7.882 505 507 511 rBV 75510 85147 1.06% 0.108%
10 8.144 527 530 532 rBVY 2149429 2247468 28.03% 2.858%

11 8.567 565 567 569 rBvV 112596 131006 1.63% 0.167%
12 9.162 618 619 621 rBvV 112995 150707 1.88% 0.192%
13 9.219 621 624 627 rVV 7276385 6917313 86.26% 8.795%
14 9.299 628 631 633 rBv 131039 153820 1.92% 0.196%
15 9.345 633 635 638 rBv4 38945 83512 1.04% 0.106%

16 9.619 656 659 661 rBVY 3499869 3281805 40.92% 4.173%
17 9.767 670 672 674 rBV 81286 136885 1.71% 0.174%
18 9.802 674 675 676 rBvV 101926 105341 1.31% 0.134%
19 9.836 676 678 680 rvB2 128171 185089 2.31% 0.235%
20 9.893 681 683 685 rvB 2589315 2393726 29.85% 3.043%

21 10.065 695 698 699 rBvV3 48234 99572 1.24% 0.127%
22 10.156 704 706 708 rBv2 109686 124165 1.55% 0.158%
23 10.305 717 719 720 rBV 161291 173001 2.16% 0.220%
24 10.328 720 721 725 rVV 401690 409427 5.11% 0.521%
25 10.442 729 731 734 rBV3 42852 84901 1.06% 0.108%

26 10.556 738 741 744 rVvvV2 141157 252037 3.14% 0.320%
27 10.682 749 752 755 rBV2 3777859 5002630 62.38% 6.361%
28 10.819 759 764 766 rBV2 566384 1134768 14.15% 1.443%
29 11.013 777 781 784 rVB5 78642 193529 2.41% 0.246%
30 11.128 789 791 795 rVB5 56310 96347 1.20% 0.122%

31 11.253 800 802 803 rvv 386974 350639 4._.37% 0.446%
32 11.276 803 804 808 rvB 250425 316774 3.95% 0.403%
33 11.379 811 813 814 rBV 2701637 2280176 28.43% 2.899%
34 11.402 814 815 816 rvVv 280013 199887 2.49% 0.254%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.448 816 819 821 rvB2 82099 135642 1.69% 0.172%

36 11.608 830 833 837 rBvV3 97360 246195 3.07% 0.313%
37 11.676 837 839 841 rBV 205508 159464 1.99% 0.203%
38 11.985 864 866 871 rVB4 87866 199436 2.49% 0.254%
39 12.088 873 875 876 rvB2 109193 108538 1.35% 0.138%
40 12.476 907 909 911 rVB 75808 91098 1.14% 0.116%

41 12.591 917 919 921 rBV 370004 358276 4_.47% 0.456%
42 12.819 934 939 940 rBV 264100 464507 5.79% 0.591%
43 12.853 940 942 950 rvv 995426 1279601 15.96% 1.627%
44 12.968 950 952 955 rVB 6043622 5966538 74.40% 7.586%
45 13.208 969 973 974 rBV2 44012 98185 1.22% 0.125%

46 13.242 974 976 981 rVB4 73451 107446 1.34% 0.137%
47 13.539 1000 1002 1006 rBV3 50811 80678 1.01% 0.103%
48 13.871 1028 1031 1037 rBV2 631492 951146 11.86% 1.209%
49 14.008 1041 1043 1045 rVV 1265909 1871628 23.34% 2.380%
50 14.042 1045 1046 1049 rVB 116229 104755 1.31% 0.133%

51 14.499 1084 1086 1092 rVB5 64594 162704 2.03% 0.207%
52 14.865 1116 1118 1121 rVB 97383 108344 1.35% 0.138%
53 15.037 1130 1133 1137 rVB 109402 244435 3.05% 0.311%
54 15.117 1138 1140 1144 rVB3 56668 90688 1.13% 0.115%
55 15.322 1155 1158 1161 rVB 67905 104755 1.31% 0.133%

56 15.379 1161 1163 1166 rBV 74835 119715 1.49% 0.152%
57 15.437 1166 1168 1171 rBV 814378 1237630 15.43% 1.574%
58 15.951 1211 1213 1217 rBV3 46654 100348 1.25% 0.128%

Sum of corrected areas: 78651393
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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:\HPCHEM1I\BNA F\DATA\BF011016\

BF084361.D

10 Jan 2016 13:31

SJ/UM

H1043-08

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084361.D
6.51
7.01

5.47 6.64

6.85
5.05

7.42

0
Time-->

———
5.50

T
5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF084361.D

12.97

10.68
9.62

11.38

1324 13.54

T
Time--> 8.00

10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

13.87,
1

1000000

0

TIC: BF084361.D

14.01

15.44

.04 1450 14.879164219% 15.95

Time-->

14.

18.00 18.50

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\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.05 23.97 ng 2071460 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (5.047 min): BF084361.D (-256) (-) m/z 43.10 100.00%
43
59
5000
1 480 5.00 520 5.40
0 ...,....,....,..?7.',':...,??.'.,...‘.3?....,5.‘3...,....,|....,. m/z 59.10 57.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR LIS S
59 480 500 520 5.40
m/z 101.10 18.64%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 5.40
5000 m/z 58.10 15.24%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A AREaE TS S
59 4.80 5.00 5.20 5.40
m/z 41.10 9.19%
5000
41
0 "'l""l"JHN"'Jlm”"l?%l*i""|??"|'?§'|""J""|' NS AR LA L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.64 Concentration Rank 1

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

6.64 88.54 ng 7651000 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 398 (6.636 min): BF084361.D (-395) (-) m/z 132.00 100.00%
32
5000
68
6 rTTTTTTTT rrTyTTTTTTTT
40 54 75 104 6.40 6.60 6.80 7.00
o.,....,....-:':.‘.‘.7,::..?%:In.',..':.,..?‘?,...'.,.':..,.1.1?.,....,-'...,.. m/z 134.00 35.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LI L IR UL LR
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 68.05 33.73%
0 ,|,,,,|§4,|,,,,|”,,69,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S AN LA LSRR AR
6.40 6.60 6.80 7.00
5000 m/z 66.10 21.84%
92
65
ol 27 39 51 g9 7 105147
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.40 6.60 6.80 7.00
m/z 96.10 14.27%
5000
33 44 70 g7 105
0 e e | | s
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.54 2.60 ng 292172 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 1.4-Dioxane 88 C4H802 000123-91-1 43
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 40
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 38

Abundance Scan 477 (7.539 min): BF084361.D (-475) (-) m/z 73.00 100.00%
73
5000 41 {
101
129 7.20 7.40 7.60 7.80
oMl b b 220 m/z 88.00 81.06%
m/z--> 50 100 150 200 250 300 350
Abundance #20004: Hexanoic acid, 2-ethyl-
88
5000
57 7.20 7.40 7.60 7.80
29 116 m/z 41.10 44 .30%
0..“.‘.“‘l“h‘l‘.“.}.“..1.4‘}....|.... —
m/z--> 50 100 150 200 250 300 350
Abundance
28
88 720 7.40 760 780
5000 58 m/z 57.10 40.82%
L s L WL L L L JJ\AMMJ\AJAMNVJNJWAJ
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester e e R
3 88 7.20 7.40 7.60 7.80
m/z 55.10 27.24%
) J\_A
6
0 N AJ L‘J‘ ‘\;09 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.42 ng 409427 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 90
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 59
Abundance Scan 721 (10.328 min): BF084361.D (-720) (-) m/z 57.10 100.00%
57
43
5000 71
85
99 113 10.00 10.20 10.40 10.60
o bl 120 140 168180 208216 nz 43,10 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 7
5000 & RS AR BARSABARRR

85 10 00 10. 20 10 40 10.60
29 ‘ m/z 71.10 45 _.77%
L

Ll 99 1B 12714 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 e e A A R
10.00 10.20 10.40 10.60
5000 71 m/z 85.10 30.93%
85
o 9% 113126 141 155
R e aan R mama s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73969: Tridecane, 7-propyl- B e S
43 57 10.00 10.20 10.40 10.60
m/z 41.10 29.85%
71 P
5000 29
140
183
0 ‘ ‘ ‘ 1L “ 113 127 | 154168 | 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.56 2.11 ng 252037 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Eicosane 282 C20H42 000112-95-8 64
3 Hexacosane 366 C26H54 000630-01-3 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 741 (10.556 min): BF084361.D (-738) (-) m/z 57.10 100.00%
57
5000
85
4 113 169 10.20 10.40 10.60 10.80
3 141 : - : :
I O e L - m/z 43.10 44.25%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 NN RSN SUNRE B
10.20 10.40 10.60 10.80
29 85 m/z 71.10 43.43%
oLl L B 189 g g
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.10 26.61%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane L o
57 10.20 10.40 10.60 10.80
m/z 41.10 19.81%
5000 85
113
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10,60 10.80 '
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF011016\
BF084361.D

10 Jan 2016 13:31

SJ/UM

H1043-08

12 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 9.95 ng 1134770 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 764 (10.819 min): BF084361.D (-759) (-) m/z 57.10 100.00%
g7
5000
85
183 10.40 10.60 10.80 11.00 11.20
ol38 ,|. L }I L tfl1e2 750 215 244 . m/z 71.10 68.83%
m/z--> 50 100 150 200 250 300 350
Abundance #73971: Tridecane, 5-propyl-
57
5000 UL SRR SURLILR BRI R
10,40 10,60 10,80 11.00 11.20
85 m/z 43.10 49.61%
112
Y O I~ S
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 29.20%
29 85 112
154
0 133 184
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 22 .53%
5000
85
o ?? || 113 141 169 197 225 253 281 323 351380
m/z--> 50 100 150 200 250 300 350 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\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7
R.T. EstConc Area Relative to ISTD R.T.

11.25 3.08 ng 350639 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 802 (11.253 min): BF084361.D (-800) (-) m/z 57.10 100.00%

57
43

5000

192 214 233 11.00 11.20 11.40 11.60

99

113127141155 178

0! m/z 43.10 68.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane
57
43
71
5000 LA I L L L L L
85 11.00 11.20 11.40 11.60
29 m/z 71.10 58.41%
99
oL 15 oL 77 118127141155169183 212
”.“.”,”.w.”.“.”,”.w.”.“.” R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
e e
11.00 11.20 11.40 11.60
5000 71 m/z 85.10 41.34%
85
29
o 99 113127141 155169 183197 226
I e L it aa i  aa —— ERRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91036: Octadecane R B A A R
57 11.00 11.20 11.40 11.60
43 - m/z 41.10 29.62%
5000 85
29 99 113
o | L L | TT°127141155169 183197 211 225 239 254
e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1100 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 9 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.28 2.78 ng 316774 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 80
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 64
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 804 (11.276 min): BF084361.D (-803) (-) m/z 57.10 100.00%
57
43 5
5000

184 11.00 11.20 11.40 11.60
3 I 198 212 226 244 m/z 71.10 60.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45542:; Tridecane

43 57

99 113127 141 159171

71

5000 e B R e
29 85 nmumnmnm

m/z 43.10 51.81%

99 113 127 141 155 169 184

ob—rrr e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 lll|llll|llll|llll|llll
71 11.00 11.20 11.40 11.60
5000 m/z 85.10 35.00%
85
112
oL 30 9% 127 141 154 168 183 197 226
B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64588: Dodecane, 2,6,11-trimethyl- L A e
43 57 4 11.00 11.20 11.40 11.60
m/z 41.10 21.56%
5000
29 85
113
o * I I M‘ 0 FE 1T 155 169 183 197 212
R e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 10 unknownll.61 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.61 2.16 ng 246195 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 41
2 Carbazole 167 C12HON 000086-74-8 38
3 5H-Indenoll.2-bl1pvridine 167 C12HON 000244-99-5 38
4 Cvclododecane. ethvl- 196 C14H28 028981-49-9 30
5 Cyclotetradecane 196 C14H28 000295-17-0 25

Abundance Scan 833 (11.608 min): BF084361.D (-830) (-) m/z 167.10 100.00%
167
5000 4
15 yup245 950 || 1120 1140 1160 1180 1260
o} m/z 55.10 69 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54123: 9H-Carbazole-9-methanol
167
197
5000 AR DAL B UL B
11.20 1140 11.60 11.80 12.00
m/z 83.10 64 .86%
139 180
o e mous e |10
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260
Abundance
167
11.20 11.40 11.60 11.80 12.00
5000 m/z 43.10 54 .92%
4 139
o 28 50 63 o8 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33991: 5H-Indeno[1,2-b]pyridine T
167 11.20 11.40 11.60 11.80 12.00
m/z 57.10 48_.87%
5000
83 139
26 39 5669 °° o8 113126 H 152 ‘
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 11,20 1140 11.60 11.80 12.00

8270-BF123115.M Mon Jan 11 15:40:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084361.D

Aca On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Cycloeicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.87 10.16 ng 951146  Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvcloeicosane 280 C20H40 000296-56-0 94

2 Heptafluorobutanoic acid. heptad... 452 C21H35F702
3 17-Pentatriacontene 491 C35H70

4 1-Docosene 308 C22H44

5 1-Octadecanol 270 C18H380

006971-40-0 91
001599-67-3 90
000112-92-5 90

1000282-97-3 94

Abundance Scan 1031 (13.871 min): BF084361.D (-1028) (-) m/z 57.10 100.00%
57
83
5000 111
J | 13.60 13.80 14.00 14.20
139 : : : :
168
0 ..-.,....,..l.r.,~...1.9F..2?9"’,5.7..2.9,7....,....,....,...., m/z 43.10 88.45%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #106397: Cycloeicosane
55
5000 LA L L L L LN
29 111 13.60 13.80 14.00 14.20
m/z 55.10 84 .89%
LU \\ “ | “\ ‘1?9 168 196 224 252 260
A . e
miz--> 50 250 300 350 400 450
Abundance
57
a3 .
13.60 13.80 14.00 14.20
5000 m/z 83.10 77.49%
111
29
e e o e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene S A R,
43 13.60 13.80 14.00 14.20
m/z 97.10 67 .24%
5000 83
111
o | 139167 196224 267292 321 462 490
T T T T e T e e e e e e A
miz--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011016\
Data File : BF084361.D

Acq On : 10 Jan 2016 13:31

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.05 24_.0 ng 2071460 1 6.85 1728210 20.0
unknown6 .64 6.64 88.5 ng 7651000 1 6.85 1728210 20.0
Hexanoic acid, 2-... 7.54 2.6 ng 292172 2 8.14 2247470 20.0
Hexadecane 10.33 3.4 ng 409427 3 9.89 2393730 20.0
Pentadecane, 2,6,... 10.56 2.1 ng 252037 3 9.89 2393730 20.0
Tridecane, 5-propyl- 10.82 9.9 ng 1134770 4 11.38 2280180 20.0
Pentadecane 11.25 3.1 ng 350639 4 11.38 2280180 20.0
Tridecane 11.28 2.8 ng 316774 4 11.38 2280180 20.0
unknownll.61 11.61 2.2 ng 246195 4 11.38 2280180 20.0
Cycloeicosane 13.87 10.2 ng 951146 5 14.02 1871630 20.0
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