LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 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-BF032217.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 1.916 3 5 10 rVB 81571 86268 1.91% 0.211%
2 4.004 356 360 372 rBV 485673 629816 13.91% 1.540%
3 4.404 422 428 431 rBVY 3733110 3868161 85.43% 9.459%
4 5.475 603 610 613 rBVY 3436425 4040968 89.25% 9.881%
5 5.610 628 633 636 rBY 3886347 4144557 91.54% 10.134%
6 5.863 672 676 680 rBVY 1240177 1097640 24.24% 2.684%
7 6.045 702 707 710 rBVY 3185759 3256312 71.92% 7.962%
8 6.516 780 787 790 rBVY 2406104 2665103 58.86% 6.517%
9 7.063 876 880 887 rBV2 228782 223355 4_.93% 0.546%
10 7.363 926 931 935 rBVY 1431318 1471362 32.50% 3.598%

11 8.133 1056 1062 1066 rBV 2341212 2419621 53.44% 5.917%
12 8.692 1150 1157 1160 rBV 4235056 4527700 100.00% 11.071%
13 9.186 1236 1241 1244 rBV 342661 342046 7.55% 0.836%
14 9.504 1287 1295 1301 rBV2 1573233 1588019 35.07% 3.883%
15 9.769 1334 1340 1344 rBVS5 22016 52364 1.16% 0.128%

16 10.098 1391 1396 1401 rBV 127960 117020 2.58% 0.286%
17 10.375 1434 1443 1445 rBV 35382 62233 1.37% 0.152%
18 10.480 1455 1461 1464 rBV 2047596 2259523 49.90% 5.525%
19 10.680 1492 1495 1498 rBV 123345 133486 2.95% 0.326%
20 11.239 1585 1590 1593 rBV 70253 73126 1.62% 0.179%

21 11.327 1600 1605 1609 rBV 1399697 1338036 29.55% 3.272%
22 13.310 1936 1942 1945 rBV 2702605 3109493 68.68% 7.603%
23 14.468 2135 2139 2149 rBV3 74385 147127 3.25% 0.360%
24 14.574 2152 2157 2161 rBV 969717 1011864 22.35% 2.474%
25 15.968 2391 2394 2398 rBV 85602 92916 2.05% 0.227%

26 16.204 2429 2434 2441 rBV 807830 919784 20.31% 2.249%
27 16.327 2451 2455 2462 rVB 151163 192229 4._.25% 0.470%
28 16.721 2518 2522 2529 rVB 174998 242168 5.35% 0.592%
29 17.180 2595 2600 2608 rVB2 161428 290768 6.42% 0.711%
30 17.703 2684 2689 2698 rVB 105510 215421 4._76% 0.527%

31 18.327 2790 2795 2804 rVB3 77850 182326 4._.03% 0.446%
32 19.050 2912 2918 2926 rVB4 40288 95180 2.10% 0.233%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 40895992
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF094205.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 4

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

4.00 11.48 ng 629816 1,4-Dichlorobenzene-d4 5.86
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 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 359 (3.998 min): BF094205.D (-356) (-) m/z 43.00 100.00%
a3
59
5000
101 [ T
51| 83 | 3.60 3.80 4.00 4.20 4.40
S 1 S U, m/z 59.10 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R AR RN I
59 3.60 3.80 4.00 4.20 4.40
m/z 101.10 18.98%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
59
360 380 4.00 4.20 4.40
5000 M m/z 58.00 15.16%
68
50 126 142
wﬂmﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R B R
59 3.60 3.80 4.00 4.20 4.40
31 m/z 41.10 9.35%
5000 41
73
5 \\\51“ |87 102
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 130 140 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.61 Concentration Rank 1

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

5.61 75.52 ng 4144560 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 633 (5.610 min): BF094205.D (-628) (-) m/z 132.00 100.00%
5000 68
0 s | 9 J 550 540 5.0 8Bo 6h0
o 77 e | dpsus ) /7 68.05  40.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS SRR LARRE
a1 o7 5.20 5.40 5.60 5.80 6.00
53 117 m/z 134.00 33.54%
79
T |“|“||‘|“l‘|‘|“|‘ |8|8|||1|0§| "‘l ||H|| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 SR UL L
104 5.20 5.40 5.60 5.80 6.00
5000 m/z 66.00 24 .90%
31 5l 8
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e P
57 132 5.20 5.40 5.60 5.80 6.00
24 m/z 69.10 15.97%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SRS § | S
m/z--> 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 10

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

7.06 3.04 ng 223355 Naphthalene-d8 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 021368-68-3 97
2 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 97
3 Camphor 152 C10H160 000076-22-2 96
4 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 93
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 49

Abundance Scan 879 (7.057 min): BF094205.D (-876) (-) m/z 95.10 100.00%
95
81
5000 T 6o 108
| | ‘ 192 680 7.00 7.0 7.40
137 : : : -
eeverreereeetiee bl ol Ml e w3 e 1o 70. 730
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24230: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.)
95
81
5000 41 108 l AR ENARRS AR LA A
55 69 152 6.80 7.00 7.20 7.40
28 ‘ m/z 41.10 49.80%
“I}ﬂ'l“"P"W"“I“"P"W"“I'“'I“'W"“I'“'&??W'}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
6.80 7.00 7.20 7.40
5000 a1 108 m/z 108.10 42 .43%
55 69 152
15 27 123 137
R RN A AN AL AR RARLS RN RLRLN AR RARAS LA RARA) RARAN RALSN LARAS LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #23920: Camphor A A EEans o
41 95 6.80 7.00 7.20 7.40
m/z 69.00 39.78%
81
5000
55 69 108
152
27 ‘ ‘
"v"w"kh'“Ji“'w“h“l'“L‘“'VH"W¢'W|'“'|“'}3%'W'}ﬁz'“'lﬁ"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 1,3-Benzodioxole, 5-(2-prop... Concentration Rank 3

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

8.13 32.89 ng 2419620 Naphthalene-d8 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzodioxole. 5-(2-propenvl)- 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 96
3 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 94
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 94
5 1,4-Dioxo-1,2,3,4-tetrahydrophth... 162 C8H6N202 001445-69-8 41

Abundance Scan 1061 (8.128 min): BF094205.D (-1056) (-) m/z 162.10 100.00%
162
104
5000 131

7.80 8.00 8.20 8.40
m/z 104.10 54 .18%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #30384: 1,3-Benzodioxole, 5-(2-propenyl)-
162
104 131
5000 77 LA L L L L L L L L BB |
51 7.80 8.00 820 8.40
m/z 131.00 49 _.50%
7 30 ‘ o1 ‘
157\\ ol el 247l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
162
R R o A REEmEE
7.80 8.00 8.20 8.40
5000 m/z 103.10 42 .87%
104 131
77
39 o1
27 63 o1 115 147
ﬁmmﬂwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30417: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)- R
162 7.80 8.00 8.20 8.40
104 m/z 77.00 42 .31%
131
7
5000 51
63
e o L e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.91 ng 147127 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 91
5 1-Eicosanol 298 C20H420 000629-96-9 91
Abundance Scan 2139 (14.468 min): BF094205.D (-2135) (-) m/z 57.10 100.00%
41
5000
14.20 14.40 14.60 14.80
Eaamanas L m/z 83.05 95.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 LR SRR SIS UL UL
14.20 14.40 14.60 14.80
m/z 43.05 88.60%
139154 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 m/z 97.05 73.21%
125
27 154 182 210 238 266

WTH‘WTWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene B mmm
14.20 14.40 14.60 14.80

m/z 69.10 71.38%

5000

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.02 ng 92916 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2394 (15.968 min): BF094205.D (-2391) (-) m/z 57.05 100.00%
57
85
5000 \ﬁvdAb_,h,ﬁ‘,J\w/A»mva/\Aw\
113 15,60 15.80 16.00 16.20
141157 185208 . . . :
—_— |, L ‘||, L 301000, 249 28 m/z 71.10 81.77%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 L U AN BRI UL
15.60 15.80 16.00 16.20
29 m/z 43.05 74_.11%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.10 54 _72%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #142113: Heptadecane, g-OCtyl- L LN L L BN B
57 15.60 15.80 16.00 16.20
m/z 55.05 21.97%
113
B 0 0 O e A o 2 Y-~ - N B S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Nonacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.33 4.18 ng 192229 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2455 (16.327 min): BF094205.D (-2451) (-) m/z 57.10 100.00%
57
5000 85
VUL 00 o 0 o ose 16100 16,20 16.40 1650
e WL T 2 298 2 86 Tm/z 71.10 70.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 AR A DAL
16. 00 16. 20 16. 40 16.60
m/z 43.10 56.70%
29| | |l Mlﬁ3\1fl‘169‘197 225 253 281 309 337 365 408
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance
57
o 16.00 16,20 16.40 16.60
5000 m/z 85.05 49 .68%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #155178: Octacosane B e e
57 16.00 16.20 16.40 16.60
m/z 55.10 19.84%
5000 85
29
T L)y M8 141 169 197 225 253 281 309 337 365 394
m/z--> % 1& ﬁo @ 250 %o ﬁ 4& mmmmmmmm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.72 5.27 ng 242168 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2522 (16.721 min): BF094205.D (-2518) (-) m/z 57.05 100.00%
57
85
5000
141 16.40 16.60 16.80 17.00
AL 'I '1 (109 19T ezsr 267 ML nyz 71.10  73.33%
m/z--> 50 100 150 200 250 300
Abundance #107655: Eicosane
57
85
5000 AR A A AR
16 40 16 60 16. 80 17.00
m/z 43.10 59.13%
29 ‘ 13 m
\‘ \‘ ‘ uH\ \“\ h‘ H‘ \‘ | 169 197 225 253 282
m/z--> 55 160 150 200 2éo 360
Abundance
57
o 16,40 16.60 16.80 17.00
5000 m/z 85.05 54 _17%
29 113
141 169 197 225 253 296
m/z--> 55 160 150 200 2éo 360
Abundance #123100: Pentadecane, 8-heptyl- T T T
57 16.40 16.60 16.80 17.00
m/z 55.10 21.65%
5000 85
29 113 210
e .}‘- Sl |7 M 169 193”7 230 266 309 I
m/z--> 50 100 150 200 250 300 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.18 6.32 ng 290768 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2600 (17.180 min): BF094205.D (-2595) (-) m/z 57.05 100.00%
57
1 J\WL
5000
14 L (52050155 100207 263250 2 1630 1700 1720 1740
e A3y A A s e m/z 71.05  72.99%
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane
57
5000 LRSI U BAM BN
85 16.80 17.00 17.20 17.40
29 m/z 43.10 57.77%
\‘ J ‘\ “\ il u‘ 1%‘\-3\141‘169 197 226
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance
57
16,80 17.00 17.20 17.40
5000 g5 m/z 85.10 53.49Y%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #45563: Dodecane, 2-methyl- e R Ll R
57 16.80 17.00 17.20 17.40
m/z 55.00 22.33%
85
5000
29 141
‘ J113 ‘ 169
'N'”Ihlj'l:hn' R B B S LRSI U BAM BN
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094205.D

Aca On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample : 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 13 Undecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.07 ng 95180 Perylene-di12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 68
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 62
3 10-MethvlInonadecane 282 C20H42 056862-62-5 59
4 Octadecane. 2.6-dimethyl- 282 C20H42 075163-97-2 58
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2918 (19.050 min): BF094205.D (-2912) (-) m/z 57.05 100.00%
7
85
5000
11178 155 179 205 o5 283 341 " 1880 19.00 19.20 19.40
ik !u|||ll||| o L ————t m/Zz 71.10 73.90%
m/z--> 50 100 150 200 250 300
Abundance #27120: Undecane
57
5000 UL BUREULN SO SO BN
85 18.80 19.00 19.20 19.40
29 m/z 43.00 58.87%
\ ‘ ‘ | \‘ ] 113 15\6
m/z--> L 'éol B '160' B '150' ' "200' ' "250' ' "300' L
Abundance
57
"' 1880 19.00 19.20 19.40
5000 P m/z 85.10 53.69%
113
29
141 169 197 op o7
m/z--> éo 160 1%0 260 2%0 300 '
Abundance #107656: 10-Methylnonadecane e m e
57 18.80 19.00 19.20 19.40
m/z 41.10 21.79%
85
5000
154
29
113
||||||J||||l||\||| ‘:::: ——r— |26|7|| ] L e B o
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040517\
Data File : BF094205.D

Acq On : 5 Apr 2017 22:33

Operator : SJ/MA

Sample - 12522-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4_.00 11.5 ng 629816 1 5.86 1097640 20.0
unknown5.61 5.61 75.5 ng 4144560 1 5.86 1097640 20.0
Bicyclo[2.2.1]hep. .. 7.06 3.0 ng 223355 2 7.36 1471360 20.0
1,3-Benzodioxole, . .. 8.13 32.9 ng 2419620 2 7.36 1471360 20.0
Trichloroacetic a... 14.47 2.9 ng 147127 5 14.57 1011860 20.0
Octacosane 15.97 2.0 ng 92916 6 16.20 919784 20.0
Nonacosane 16.33 4.2 ng 192229 6 16.20 919784 20.0
Eicosane 16.72 5.3 ng 242168 6 16.20 919784 20.0
Hexadecane 17.18 6.3 ng 290768 6 16.20 919784 20.0
Undecane 19.05 2.1 ng 95180 6 16.20 919784 20.0
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