LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 15875-01 2064 T T2-T3
isc :

ALS Vial : 9 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-BF092317.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 5.057 502 505 516 rBV 47105 56935 1.90% 0.445%
2 5.463 571 574 593 rVB 281060 314636 10.51% 2.458%
3 6.475 743 746 753 rBV 237566 267491 8.94% 2.090%
4 6.610 766 769 775 rBV 503262 467920 15.64% 3.656%
5 6.845 805 809 815 rBV 646250 595943 19.92% 4 .656%
6 6.916 815 821 824 rVV 581513 499837 16.70% 3.905%
7 6.951 824 827 831 rVV 164730 124136 4.15% 0.970%
8 6.998 831 835 845 rVB 603094 503367 16.82% 3.933%
9 7.404 901 904 915 rVB 428176 381153 12.74% 2.978%
10 7.516 918 923 929 rBV 86271 105676 3.53% 0.826%

11 7.857 975 981 984 rBV 2769718 2992278 100.00% 23.378%
12 7.957 995 998 1001 rVB 183156 145452 4._86% 1.136%
13 8.128 1023 1027 1029 rBvV 904936 891315 29.79%% 6.964%
14 8.145 1029 1030 1034 rVB 502325 292304 9.77% 2.284%
15 8.504 1079 1091 1093 rBv4 27188 48924 1.64% 0.382%

16 8.839 1144 1148 1155 rBV 259629 263253 8.80% 2.057%
17 8.939 1161 1165 1168 rBV 136147 122490 4._.09% 0.957%
18 9.198 1205 1209 1212 rBV 812426 674780 22.55% 5.272%

19 9.469 1250 1255 1259 rBV2 31725 42744 1.43% 0.334%
20 9.539 1263 1267 1269 rVV 53363 56702 1.89% 0.443%
21 9.592 1273 1276 1282 rVB 84044 69431 2.32% 0.542%
22 9.880 1321 1325 1333 rVB 949600 822119 27.47% 6.423%
23 10.022 1346 1349 1353 rBV 29313 31274 1.05% 0.244%
24 10.298 1390 1396 1399 rBV2 46755 40642 1.36% 0.318%

25 10.669 1456 1459 1468 rBV 280990 252824 8.45% 1.975%

26 10.769 1474 1476 1481 rBV 47160 50518 1.69% 0.395%
27 11.369 1574 1578 1581 rBV 824256 672796 22.48% 5.256%
28 12.945 1843 1846 1850 rBV 512233 442485 14.79% 3.457%

29 13.839 1994 1998 2007 rVB3 43871 65803 2.20% 0.514%
30 13.974 2018 2021 2024 rVB 54951 43272 1.45% 0.338%
31 14.010 2024 2027 2031 rBV 588264 525483 17.56% 4.106%
32 15.092 2208 2211 2215 rVB2 28699 31337 1.05% 0.245%
33 15.486 2272 2278 2284 rBV 466782 597426 19.97% 4.668%
34 15.898 2344 2348 2354 rVB2 31528 46500 1.55% 0.363%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

3?22'6 i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.398 2428 2433 2439 rBV2 37271 60008 2.01% 0.469%
36 16.980 2527 2532 2539 rVB2 31863 62493 2.09% 0.488%
37 17.680 2644 2651 2661 rVB3 34214 82993 2.77% 0.648%
38 18.492 2783 2789 2798 rBV5 19187 54743 1.83% 0.428%

Sum of corrected areas: 12799483
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101617\

BF099542.D

16 Oct 2017 14:12

SJ/Ju

15875-01

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

[TK2064L-T1-T2-T3

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099542.D

0
Time-->

5.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099542.D

9.88

9.20 11.37

8.84
8.94

8.50 9.8%2% |(10.02 10.30

12.95

Odll—

Time--> 8.00

11.50

10.00

9.50

8.50

9.00 10.50 11.00

13.50

12.50 13.00

12.00

Abundance

2500000

2000000

1500000

1000000

500000

13.83.97
.

TIC: BF099542.D

14.01

15.49

15.09 15.90 16.40 16.98

17.68 18.49

0
Time-->

14.00

17.00

16.00 16.50

15.00 15.50

14.50

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1 unknown6.61 Concentration Rank 4

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

6.61 15.70 ng 467920 1,4-Dichlorobenzene-d4 6.85
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 769 (6.610 min): BF099542.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || e 1° 620 640 60 B> 700
L e L e e A m/z 68.10 38.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR UL I I
6.0 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.58%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 24 .37%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.82%
5000 67.0
41.0 97.0
53.0
‘ ‘ 20.0 117.0
0.w.”.“.”,”.“ﬂ”.ﬁn”,mhm.mﬂﬁ.”,”hw.”.“.i,””ﬂK.... SN | VNN I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 o0-Cymene Concentration Rank 3

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

6.92 16.77 ng 499837 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 822 (6.922 min): BF099542.D (-815) (-) m/z 119.10 100.00%
11h.1
5000
P l oho ok Tho 1k |
41.0 65.0 77.0 103.0 : . .
Obrr e e e b bt bt e e m/z 134.10 29.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
5000 AR S AR AR
134.0 6.60 6.80 7.00 7.20
91.0 m/z 91.00 22.07%
. 150 27.0 410 539 650 77.0 1030 |
miz-> 10 20 30 4 50 60 70 8 9 100 110 10 130 140
Abundance
119.0
SERARSE SRS SARAN RRARE
6.60 6.80 7.00 7.20
5000 m/z 117.00 14_.70%
91.0 134.0
o 27.0 410 534 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- L e
119.0 6.60 6.80 7.00 7.20
m/z 120.10 9.38%
5000 910
134.0
150 27.0 30 510 §OTT 103.0 .
miz> 10 2 % 40 50 60 70 8 90 100 110 150 130 140 60 680 7.00 720
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Library Search Compound Report

8270-BF092317.M Tue Oct

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 D-Limonene Concentration Rank 5

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

6.95 4_.17 ng 124136 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 87
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 87
3 Cvclohexane. 1-methyl-3-(l-methy... 138 C10H18 024399-15-3 58
4 Cyclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 58
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-27-2 55

Abundance Scan 827 (6.951 min): BF099542.D (-824) (-) m/z 67.00 100.00%
67.0 95.1
5000
138.1
123.1 llllllllllllllllllllll
| || 6.60 6.80 7.00 7.20
o} A el m/z 95.10 94 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 o0 50 700 100
53.0 121.0136.0 m/z 68.10  83.15%
¢ \L ‘M\‘N M\ J\ ‘y ‘ 207.0
L L S S L UL L B W S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68.0
660 680 7.00 7.0
5000 93.0 m/z 81.10 75.01%
39.0
121040 o
R L S S L U B B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17007: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis- R B
95.0 6.60 6.80 7.00 7.20
m/z 93.10 53.78%
5000
mo 670 138.0
L e
0 I .‘.‘. I‘i\\l I\;‘H‘I .”.“. .Hi‘. .‘l“.‘l IHI‘\I ; IH' ; "l‘| i e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.52 2.37 ng 105676 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
4 Octanoic acid. 2-methvl-. methvl... 172 C10H2002 002177-86-8 40
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 924 (7.522 min): BF099542.D (-918) (-) m/z 73.00 100.00%
73.0
5000 /\(¥
41-01 101.0 SR . (NS
720 7.40 7.60 7.80
134.1
o...ml,-l-.a-.-.] ||..'.,....,....,....,.... m/z 88.00 86.61%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
%0001 410 7.20 740 760 7.80
101.0 m/z 57.00 27.36%
0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0  88.0

7.20 7.40 7.60 7.80
5000 m/z 41.00 26.71%

115.0142.0 173.0  214.0242.0272.0 313.0 355.0

o—r T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
88.0 7.20 7.40 7.60 7.80
m/z 87.00 24 .35%
5000
41.0
T O
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Cyclohexanemethanol, .alpha... Concentration Rank 6

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

7.96 3.26 ng 145452 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 83
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 83
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 72
4 2.3-Dimethvl-4-penten-2-ol 114 C7H140 019781-52-3 64
5 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 50

Abundance Scan 998 (7.957 min): BF099542.D (-995) (-) m/z 59.00 100.00%
5d.0
5000
410 o ko aho s
: 81.0 123.1 - : - -
O et bl e e e e e M7z 55.00  10.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28363: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59.0
5000 SRR RARSSRARSE SRR S
7.60 7.80 8.00 8.20
m/z 58.00 8.66%
oL 220 41.0 | 700 810 96.0 100.0 1230 1410
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
760 7.80 8.00 820
5000 m/z 41.05 7.15%
oL 200 41.0 70.0 810 96.0 1090 1230 1410
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28369: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59.0 7.60 7.80 8.00 8.20
m/z 43.00 6.74%
5000
o 220 40 | 700810 960 4000 180 1410 1560
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Naphthalene, 1-methyl- Concentration Rank 8

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

8.94 2.75 ng 122490 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 86

Abundance Scan 1165 (8.939 min): BF099542.D (-1161) (-) m/z 142.10 100.00%
14p.
5000
115.0
e
510 63.0 89.0 8.60 8.80 9.00 9.20
Obr o o (A R 020 ) 1260 1 Tm/z 141.10  93.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 8.60 8.80 9.00 9.20
m/z 115.00 31.30%
o 390 580 710 890 10920 1280 Ll
m/z--> 20 30 40 50 60 70 80 §o 100 110 120 130 140 150
Abundance
142.0
860 880 9.00 920
5000 115.0 m/z 139.00 11.74%
270 39.0 510 630 740 890 jp9 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A L b o N R
141.0 8.60 8.80 9.00 9.20

m/z 143.10 11.18%

5000 115.0

63.0
27.0 390 510 P97 740 890 105 1260 I

ST i RO v SN | 2L 1| S | S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

o
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF101617\
BF099542.D

16 Oct 2017 14:12

SJ/JU

15875-01

[TK2064L-T1-T2-T3

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 1-Docosene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.84 2.50ng 65803  Chrysene-di2 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 83

2 n-Tetracosanol-
3 1-Heptacosanol
4 Behenic alcohol

354 C24H500
396 C27H560
326 C22H460

000506-51-4 81
002004-39-9 81
000661-19-8 81

5 17-Pentatriacontene 491 C35H70 006971-40-0 80
Abundance Scan 1998 (13.839 min): BF099542.D (-1994) (-) m/z 43.00 100.00%
43.0; 83.0
5000
I 163.0 13.60 13.80 14.00 14.20
207.0
ol A P ey 20r0 - w/z 57.05  95.14%
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 LIRS
13.60 13.80 14.00 14.20
m/z 83.05 88.86%
duao 4L, oooeme g
miz--> 50 100 150 200 250 300 350
Abundance
57.0 97.0
e
13.60 13.80 14.00 14.20
5000 m/z 55.05 86.97%
139.0
27.0 168.0 210.0 250.0279.0308.0337.0
T T T T T T e T
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T
54.0 (97.0 13.60 13.80 14.00 14.20
m/z 97.10 83.68%
5000
39.0
oL 270 Il | ‘I I J ) 1680 209.0238.0 278.0308.0 348.0378.0
T T T T T T e e T e e
miz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.01 ng 60008 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2433 (16.398 min): BF099542.D (-2428) (-) m/z 57.05 100.00%
57.0
5000 \/\Nﬂj\m
99.0 S
1411 1831 2821 mmmmmmmmmm
(o} L T T e I B e A m/z 71.00 81.61%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 AR R B SR BN
16. oo 16 20 16 40 16. 60 16. 80
99.0 m/z 43.10 63.13%
oL 270) \ Li h\ H\ [0 1830 2250 2820
m/z--> 55 150 260 2éo 300 3éo '
Abundance
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 59.51%
99.0
27,0 141.0 183 0 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565: Octacosane e
57.0 16.00 16.20 16.40 16.60 16.80
m/z 99.00 23.74%
5000
99.0
oL 20 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 2éo 360 3éo ' 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 11 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.98 2.09 ng 62493 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2532 (16.980 min): BF099542.D (-2527) (-) m/z 57.10 100.00%
57.1
5000 MWJ\/MW
hlf-lmgzog ; 16160 1630 1700 1720
Ot b L e 2 e | M7z 71,05 66.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 A SR B B B
mmmmﬂmﬂm
m/z 85.05 46.91%
0 “\ \ \ \ \‘ \1\6\9 0\2\250 309 O 3650 437 0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
16,60 16,80 17.00 17.20
5000 m/z 43.05 46 .58%
113.0
0 169.0 225 0 281. 0 352 0
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane e EARRs RS
57.0 16.60 16.80 17.00 17.20
m/z 55.00 25.35%
5000
3.0
o ,169.0 2530 309.0 3790 _ 477.0 5330 _ 6180
m/z--> 5'0 1c')o 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 16 60 16. 80 17. 00 17. 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099542.D

Aca On : 16 Oct 2017 14:12

Operator : SJ/JU

ﬁ?ggle i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 12 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.68 2.78 ng 82993 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Heptacosane 380 C27H56 000593-49-7 78
5 Pentatriacontane 493 C35H72 000630-07-9 53
Abundance Scan 2651 (17.680 min): BF099542.D (-2644) (-) m/z 57.00 100.00%
57.0
5000
99.0 LR ISR N BN B
141.0 1930 281.0 17.40 17.60 17.80 18.00
ol g i by e m/z 71.00 64.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LR BB B BRI B
17.40 17.60 17. 80 18 00
99.0 m/z 43.10 55.91%
oLt L h h“h }410 }830 2250 2610 337.0 3940
m/z--> §o 150 200 250 300 350 460 '
Abundance
57.0
'17.40 17.60 17.80 18.00
5000 m/z 85.10 47 .61%
99.0
o 141.0 183.0 225.0 2670 309.0 366.0
m/z--> §o 160 1éo 200 250 360 3éo 460 '
Abundance #223851: Hentriacontane A e o R
57.0 17.40 17.60 17.80 18.00
m/z 55.00 21.58%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> ' 1(')0 1&'30 200 250 3(')0 3éo 4c')o ! 17'40 17. 60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101617\

Data File : BF099542.D

Acq On : 16 Oct 2017 14:12

Operator : SJ/JU

3?22'6 i 15875-01 TK2064L-T1-T2-T3
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
unknown6.61 6.61 15.7 ng 467920 1 6.85 595943 20.0
o-Cymene 6.92 16.8 ng 499837 1 6.85 595943 20.0
D-Limonene 6.95 4.2 ng 124136 1 6.85 595943 20.0
Hexanoic acid, 2-... 7.52 2.4 ng 105676 2 8.13 891315 20.0
Cyclohexanemethan. . . 7.96 3.3 ng 145452 2 8.13 891315 20.0
Naphthalene, 1-me... 8.94 2.8 ng 122490 2 8.13 891315 20.0
1-Docosene 13.84 2.5 ng 65803 5 14.01 525483 20.0
Eicosane 16.40 2.0 ng 60008 6 15.49 597426 20.0
Hentriacontane 16.98 2.1 ng 62493 6 15.49 597426 20.0
Octacosane 17.68 2.8 ng 82993 6 15.49 597426 20.0
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