LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 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-BF012417 .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 5.139 265 267 270 rBV 516116 636702 13.38% 1.745%
2 5.550 301 303 306 rBVY 2025570 2266941 47 .64% 6.213%
3 6.579 390 393 395 rBVY 1879828 1635614 34.37% 4.483%
4 6.727 403 406 409 rBV 3542227 3638077 76.45% 9.971%
5 6.967 424 427 429 rBVY 1119769 972985 20.45% 2.667%
6 7.127 438 441 443 rVB 3584609 3597353 75.59% 9.859%
7 7.527 473 476 479 rBV 2213696 3285367 69.04% 9.004%
8 7.962 508 514 516 rBV 140538 229613 4.82% 0.629%
9 8.259 537 540 542 rBVY 1478517 1286273 27.03% 3.525%
10 9.345 632 635 638 rBY 4680826 4758961 100.00% 13.043%

11 9.733 667 669 672 rVB 148203 168230 3.54% 0.461%
12 10.031 692 695 696 rBV 1132072 1370672 28.80% 3.756%
13 10.053 696 697 699 rvB 127761 125337 2.63% 0.344%
14 10.442 729 731 737 rVB3 41645 75561 1.59% 0.207%
15 10.545 737 740 744 rBV2 32705 60584 1.27% 0.166%

16 10.671 748 751 755 rVB 219007 327552 6.88% 0.898%
17 10.819 761 764 766 rBV 2514553 2928579 61.54% 8.026%
18 10.865 766 768 770 rvV 225910 309768 6.51% 0.849%
19 10.934 773 774 777 rVB2 66097 79112 1.66% 0.217%
20 11.379 812 813 817 rBV3 45153 86605 1.82% 0.237%

21 11.516 822 825 827 rVvV 1166516 1289049 27.09% 3.533%
22 11.722 841 843 848 rVB 48616 80274 1.69% 0.220%
23 12.042 869 871 877 rBv2 286301 322379 6.77% 0.884%
24 12.831 938 940 943 rBV 255000 279623 5.88% 0.766%
25 12.922 946 948 952 rvB2 73923 99824 2.10% 0.274%

26 13.105 961 964 966 rBV 3966397 4049984 85.10% 11.099%
27 13.631 1008 1010 1011 rBV 61146 50874 1.07% 0.139%
28 13.677 1011 1014 1018 rVB 63734 105005 2.21% 0.288%
29 13.997 1040 1042 1047 rBV 119955 132955 2.79% 0.364%
30 14.145 1053 1055 1058 rBV 798334 942967 19.81% 2.584%

31 15.288 1152 1155 1161 rVB 44048 64073 1.35% 0.176%
32 15.631 1181 1185 1187 rBV 577779 852913 17.92% 2.338%
33 15.677 1187 1189 1191 rVB 51577 67080 1.41% 0.184%
34 16.123 1225 1228 1231 rBV 49003 93131 1.96% 0.255%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.648 1270 1274 1281 rVB 42438 92154 1.94% 0.253%
36 17.254 1324 1327 1333 rBV2 25337 58261 1.22% 0.160%
37 17.974 1387 1390 1397 rVB3 22540 67597 1.42% 0.185%

Sum of corrected areas: 36488029
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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\BF012417\

BF092455.D

25 Jan 2017 3:20

UM/SJ

11397-01

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092455.D

4000000

6.73 7.13
3000000
5.55 78
2000000 i 6.58
6.97
1000000
5.14
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: BF092455.D
9(34
4000000 11
3000000
10.82
2000000
8.26
10.03 11.52
1000000
" 96 9.73 10.05 10.6741).

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: BF092455.D

4000000

3000000

2000000

1000000 14.15

15.63
14.00 15.29 &.68 16.12 16.65 17.25 17.97
0= T = T — e = T T e N

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:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.14 13.09 ng 636702 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 267 (5.139 min): BF092455.D (-265) (-) m/z 43.05 100.00%
3.0
5000 591
1011 250 50 500 om0 |
O by SLOL 830 | hy7 59.10  50.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B LA AR I R B
59.0 480 500 520 540
m/z 58.10 15.33%
31.0 83.0 93010‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.80 500 5.20 5.40
5000 41.0 m/z 101.10 12.16%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.05%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 74.78 ng 3638080 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 406 (6.727 min): BF092455.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 so || o om0 6o 760
Obrrprrrrprrer et e e i o2 e et || MZZ 68,10  46.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SR U AR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 32.41%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.71%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A ey
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.23%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 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:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzenesulfonamide, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.67 4.78 ng 327552 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 96
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 53
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 33
4 Oxiranecarboxamide. 3-phenvl- 163 C9HONO2 018538-53-9 9
5 Formic acid, phenylmethyl ester 136 C8H802 000104-57-4 9
Abundance Scan 751 (10.671 min): BF092455.D (-748) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.0
0, 10.40 10.60 10.80 11.00
(o} m/z 91.10 75.10%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37049: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000
65.0 10.40 10.60 10.80 11.00
39.0 171.0 m/z 106.10 72.81%
137.0 1540
owunpnhmﬁ””“”.Jﬂ””M”.”u.ngfgnﬁpnmhw””“”.
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
90.0
10.40 10.60 10.80 11.00
5000 m/z 65.00 35.92%
63.0
39.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2197: Thiourea, methyl-
9d.0 10.40 10.60 10.80 11.00
30.0 m/z 89.10 33.38%
5000 60.0
43.0
‘ 74.0
R e L T
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.04 5.00 ng 322379 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 871 (12.042 min): BF092455.D (-869) (-) m/z 43.05 100.00%
430 730
5000 ‘_/\/\,\JJL/\‘
671 129.1
' 1712 2132 "' 11/80 12.00 12.20 12.40
256.2 : : : :
I e b m/z 73.00 94.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0
11.80 12.00 12.20 12.40
m/z 60.00 85.33%
0 I .‘l - ‘i"‘ ; 'Hw ; ‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.80 12.00 12.20 12.40
5000 m/z 55.10 76.85%
129.0
256.0
O o Lo o
m/z--> ﬁo Jo éo éo 160 150 110 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid LA A B mE R e
73.0 11.80 12.00 12.20 12.40
43.0 m/z 57.10 75.42%
B T ANwA»\AA-,uA\,mﬁ_$_n\~¢A
185.0 228.0
97.0
l MM Il 166.0
0|||| |‘||| H \IIII\II\I\I “:‘::l‘::::l::::||||||||||||||||||| —— T S
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.83 4.34 ng 279623 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 940 (12.831 min): BF092455.D (-938) (-) m/z 43.10 100.00%
431
73.0
5000 ,\NA,,ﬂ,\,\/NJA\J\ﬂ\\h~wk,_,v
970 129.1 ot Ny
157 B o248 o, 12,60 12.80 13.00 13.20
0! m/z 57.10 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 T T T T T T
12. 60 12. 80 13. 00 13. 20
m/z 72.95 81.55%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0

43.0
12 60 12.80 13.00 13.20
5000 129.0 m/z 60.00 74.26%
185.0
97.0 228.0
0 15.0 157.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid

43.0 73.0 12.60 12.80 13.00 13.20

m/z 55.05 73 .54%

- mﬁﬂ\/\—k/\,‘/
129.0
256.0
L s 157.0 1850 2139

Ot il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.92 2.12 ng 99824 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 87
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 78
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 50
4 2-Decene. 9-methvl-. (2)- 154 C11H22 074630-24-3 38
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38

Abundance Scan 948 (12.922 min): BF092455.D (-946) (-) m/z 56.05 100.00%

.0

%

5000
1291 44142971 257.3 12.60 12.80 13.00 13.20
0 m/z 57.10 53.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
29.0 12.60 12.80 13.00 13.20
830 ]29 m/z 43.10 48_.80%
257.0
0 ‘ . .. h “‘ s \M b 157.0 1850 2130 L ‘ 281.0 3120
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R B
12.60 12.80 13.00 13.20
5000 m/z 41.10 41 _.06%
280 257.0
129.0 .
o 830 106.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21199: 1,3-Pentanediol, 2,2,4-trimethyl- R B
56.0 12.60 12.80 13.00 13.20
m/z 55.10 29.14%
5000
85.0
ok LIl "} 4110 1460
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. 00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 6(5H)-Phenanthridinone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.23 ng 105005 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6(5H)Y-Phenanthridinone 195 C13H9NO 001015-89-0 95
2 9(10H)-Acridinone 195 C13H9NO 000578-95-0 95
3 3-Acridinol 195 C13H9NO 007132-70-9 94
4 4-Amino-9-fluorenone 195 C13H9NO 004269-15-2 93
5 8-Methyl-4-azafluorenone 195 C13H9NO 064292-03-1 90
Abundance Scan 1014 (13.677 min): BF092455.D (-1011) (-) m/z 195.10 100.00%
195.1
5000
167.1
3. 57| ! 38 1130 1391 |‘ 0811 13.40 13.60 13.80 14.00
0S8 bt ot i b b e 2okt | m/z 167.10  32.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52742: 6(5H)-Phenanthridinone
195.0
5000
167.0 13.40 13.60 13.80 14.00
139.0 m/z 166.10 17.47%
. 390 630 g70 1130 | |
miz-> 20 40 60 8 100 130 140 160 180 200 230 240 260 280
Abundance
195.0
13.40 13.60 13.80 14.00
5000 m/z 57.10 15.79%
167.0

5l27.0 500 760 1130 %90

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

Abundance #52726: 3-Acridinol RS B

195.0 13.40 13.60 13.80 14.00
m/z 196.10 14 .43%

5000
167.0
139.0
39.0 63.0 89.0 113.0 " ‘ A

I B B R A BaLm e s e

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

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 11-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.82 ng 132955 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 90
2 1-Hexacosanol 382 C26H540 000506-52-5 83
3 1-Tetracosanol 354 C24H500 000506-51-4 83
4 1-Heptadecanol 256 C17H360 001454-85-9 80
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 1042 (13.997 min): BF092455.D (-1040) (-) m/z 57.10 100.00%
57.1
97.1
5000
f Slis  ora 13160 13,80 14100 1420 1440
0 Sl e e m/z 43.10 92.13%
m/z--> 50 100 150 200 250 300 350
Abundance #129062: 11-Tricosene
43.0
5000 AR D SR BRI B
anmmmmmmm
111.0 m/z 55.10 84 .46%
o “ H L 140.0168.0196.0224.0 _ 266,0294.03220
m/z--> 200 2éo 300 3éo
Abundance
43.0
13.60 13.80 14.00 14.20 14.40
5000 83.0 m/z 83.10 76.12%
111.0
ol15.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #142901: 1-Tetracosanol B ma s
43.0 13.60 13.80 14.00 14.20 14.40
m/z 69.10 73.67%
5000
1110
015@M 140016801960 238.0266.0 30803360
m/z--> 200 250 300 3éo 13 60 13 80 14. 00 14. 20 14 I40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.18 ng 93131 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1228 (16.123 min): BF092455.D (-1225) (-) m/z 57.05 100.00%
57.0
901 15,80 16.00 16.20 16.40
141.1 207.1 283.1 . . . .
0...,.1."'.‘.'“'"'“',"' L m/z 71.10 59.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57.0
5000 R BN SO BRI UL
15. 80 16. 00 16 20 16.40
m/z 43.10 54 _.25%
m/z--> §o 100 1éo 260 250 360 3%0 460 !
Abundance
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 39.47%
99.0
0 141.0 1830 225.0 2670 309.0 351.0 408.0
m/z--> §o 160 1éo 200 250 360 3%0 460 !
Abundance #162744: Hentriacontane R R R B AR A
57.0 15.80 16.00 16.20 16.40
m/z 55.10 17.83%
o ’/\,\M’\—A/W\'J\/\‘M'\/W
99.0
0 iy 1410 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> ' 160 1éo 200 250 360 3%0 460 ! 1580 1600 1620 1620
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092455.D

Aca On : 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.65 2.16 ng 92154 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetratriacontane 479 C34H70 014167-59-0 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 1274 (16.648 min): BF092455.D (-1270) (-) m/z 57.10 100.00%
57.1
99.1 R AR SUNILA SRR B
l | 1,241 1010 283.0 16.40 16.60 16.80 17.00
Of oA i b S m/z 43.10 57.31%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57.0
5000 LR IS BULRULN BUARULE B
16,40 16,60 16.80 17.00
m/z 71.05 55.56%
01150 | ‘ Wh M d 1410 183.0 225.0 267.0 3090 3800
m'z--> 0 50 100 150 260 250 300 350 400
Abundance
57.0
16,40 16.60 16.80 17.00_
5000 m/z 85.10 42 .29%
99.0
0250 141.0 183.0 225.0 2670 3110 367.0 4100
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane R e o R
57.0 16.40 16.60 16.80 17.00
m/z 55.05 22.06%
- Mww/\%ww
99.0
N ‘ | 1410 1830 2250 281.0 337.0 394.0
m'z--> 0 éo 160 150 260 250 300 350 400 16,40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092455.D

Acq On = 25 Jan 2017 3:20

Operator : UM/SJ

Sample : 11397-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.14 13.1 ng 636702 1 6.97 972985 20.0
unknown6.73 6.73 74.8 ng 3638080 1 6.97 972985 20.0
Benzenesulfonamid... 10.67 4.8 ng 327552 3 10.03 1370670 20.0
Tridecanoic acid 12.04 5.0 ng 322379 4 11.52 1289050 20.0
Pentadecanoic acid 12.83 4.3 ng 279623 4 11.52 1289050 20.0
Hexadecanoic acid... 12.92 2.1 ng 99824 5 14.15 942967 20.0
6(5H)-Phenanthrid... 13.68 2.2 ng 105005 5 14.15 942967 20.0
11-Tricosene 14.00 2.8 ng 132955 5 14.15 942967 20.0
Hexacosane 16.12 2.2 ng 93131 6 15.63 852913 20.0
Heptacosane 16 .65 2.2 ng 92154 6 15.63 852913 20.0
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