LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?zgle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 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-BF072716.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 1.655 5 6 60 rvB 1024724 2618462 100.00% 18.905%
2 4.581 260 262 276 rVB 187877 344733 13.17% 2.489%
3 5.062 302 304 325 rBY 1016694 1249451 47.72% 9.021%
4 6.159 397 400 402 rBV 953792 1242257 47 .44% 8.969%
5 6.262 407 409 411 rBV 1275237 1339386 51.15% 9.670%

6.490 427 429 440 rVB 222770 245815 9.39%% 1.775%
6.650 440 443 445 rBvY 664264 881341 33.66% 6.363%
7.062 477 479 490 rBvV 573467 785396 29.99% 5.671%
7.782 540 542 550 rBV 216189 319023 12.18% 2.303%
8.856 634 636 639 rBVY 1386955 1311934 50.10% 9.472%

=
QO ~NO®

11 9.256 669 671 674 rBvY 304452 283990 10.85% 2.050%
12 9.519 692 694 697 rBvV 440990 388276 14.83% 2.803%
13 10.308 761 763 773 rVvV 738552 795068 30.36% 5.740%
14 10.445 773 775 779 rVvV 39698 43974 1.68% 0.317%
15 10.994 820 823 828 rBV 341331 353108 13.49% 2.549%

16 11.554 869 872 881 rBvV2 66045 91556 3.50% 0.661%
17 12.331 937 940 946 rBV 31392 39585 1.51% 0.286%
18 12.571 959 961 964 rBV 914159 978331 37.36% 7.064%
19 13.485 1038 1041 1049 rBV2 54826 85932 3.28% 0.620%

20 13.611 1049 1052 1059 rBV 222706 243256 9.29% 1.756%

21 14.937 1166 1168 1174 rBV 177607 209447 8.00% 1.512%

Sum of corrected areas: 13850321
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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\BFO073116\
BF089470.D

31 Jul 2016 14:50

UM/SJ

H4285-13

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

AB-SLOPE(0-4)Q
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.58 28.05 ng 344733 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 262 (4.581 min): BF089470.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101 R EmasmEEE S
51| 83 | 420 440 460 480 500
Obrrr ey bl e m/z 59.10 60.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN RN AR
59 420 4.40 4.60 4.80 5.00
m/z 101.10 21.18%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 5.00
5000 M m/z 58.10 15.15%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T . .
43 420 440 460 480 500

m/z 41.10 9.56%

5000
101
15 31 B 69 e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 460 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.26 Concentration Rank 2

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

6.26 108.98 ng 1339390 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 409 (6.262 min): BF089470.D (-407) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.00 6.20 6.40 6.60
o Jrer | wsus N “w/z 68.10  40.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
2 51 78 m/z 134.00 33.07%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
“ 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.05 25.96%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.05 16.56%
117
5000
29 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 5 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.49 ng 43974 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 775 (10.445 min): BF089470.D (-773) (-) m/z 57.10 100.00%
57
43 71
5000 85
9 113107 "' 1020 10.40 10.60 10.80
(o} m/z 71.10 68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane
57
5000
10.20 10.40 10.60 10.80
9 m/z 43.05 67 .68%
o 113127141155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a "' 1020 10.40 10.60 10.80
5000 g5 m/z 85.10 42 .66%
29

99
113127141155169183197211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 33.81%
71
5000
85
29 9
Ot e e 2T14118516018310721120530253 282 || Yy [Mneed /WY
m/z--> 2|0 4|0 6|O 8|0 lCI)O 12|O 140 160 180 200 220 240 260 28|O 10 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 5.19 ng 91556 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 58
Abundance Scan 872 (11.554 min): BF089470.D (-869) (-) m/z 73.00 100.00%
73
43 90
5000 129
> s 213 N N
8 143227 171185 1 gq 256 1120 11.40 11.60 11.80
o} m/z 60.00 81.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 U SR B B SRS B
nmnmnmum
m/z 43.05 75.48%
o |

213
P 7 11
REEEERE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 20 11. 40 11. 60 11.80

5000 29 129 m/z 57.10 69.03%
87 242
143 199
115 185
101 157171 213
O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 67.22%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.33 3.25 ng 39585 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 59
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 11
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 11
Abundance Scan 940 (12.331 min): BF089470.D (-937) (-) m/z 73.10 100.00%
43
5000 129
97
185 241 RN 'ﬂ"'AI""I
I | 12.00 12.20 12.40 12.60
(o} L B LA mama m/z 43.10 85.87%
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73
43
5000 129 12.00 12.20 12.40 12.60
97 185 228 m/z 60.10 81.41%
0 I“I \I‘\In‘ul‘ e IMLIHI I\ T w];??l‘wl ‘l — “: : T
m/z--> 50 100 150 200 250 300 350
Abundance
73
”I'”'I”"AA'W"”I
43 12.00 12.20 12.40 12.60
5000 129 m/z 57.10 78.02%
171
97 214
152
e L S L WL WL L BB
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
3 12.00 12.20 12.40 12.60
m/z 55.05 69.40%
43 155
5000 129
98
0 L || 217 279 330 37
m/z--> 50 1(')0 1&'30 200 25'30 3(')0 3&'30 ! 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\

Data File : BF089470.D

Aca On : 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 7.07 ng 85932 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 72
2 n-Tetracosanol-1 354 C24H500 000506-51-4 64
3 1-Hexacosanol 382 C26H540 000506-52-5 64
4 Cetene 224 C16H32 000629-73-2 53
5 Cyclotetradecane 196 C14H28 000295-17-0 47
Abundance Scan 1041 (13.485 min): BF089470.D (-1038) (-) m/z 83.10 100.00%
55
5000 111 F
l | 13.20 13.40 13.60 13.80
0 A R m/z 55.10 99.20%
m/z--> 50 100 150 200 250 300 350
Abundance #95980: 1-Hexadecanol
55
83
5000 LRI BRI UL I B
Bmwmmmnm
11 m/z 57.10 96.67%
ok, .‘H ‘.‘ \‘ ‘ h \H \‘\ ‘|139 168 196 224 T
m/z--> 200 250 300 350
Abundance
43
13.20 1340 13.60 13.80
5000 83 m/z 69.10 92 .59%
18 111
0 65 140 168 196 238 266 308 336
m/z--> §o 160 1éo 260 250 360 3éo
Abundance #203698: 1-Hexacosanol
43 13.20 13.40 13.60 13.80
m/z 97.10 91.95%
5000 83
18 ﬂ ‘111
o ‘ Ll 168 ' | \139 168 106 224 252 278 308 336 364
m/z--> 5'0 100 150 2(')0 25'30 3(')0 3éo 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\

Data File : BF089470.D

Acq On 31 Jul 2016 14:50

Operator : UM/SJ

a?ggle ; H4285-13 AB-SLOPE(0.4)0
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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]
2-Pentanone, 4-hy... 4.58 28.1 ng 344733 1 6.49 245815 20.0
unknown6 .26 6.26 109.0 ng 1339390 1 6.49 245815 20.0
Nonadecane 10.44 2.5 ng 43974 4 10.99 353108 20.0
n-Hexadecanoic acid 11.55 5.2 ng 91556 4 10.99 353108 20.0
Tetradecanoic acid 12.33 3.3 ng 39585 5 13.61 243256 20.0
1-Hexadecanol 13.49 7.1 ng 85932 5 13.61 243256 20.0
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