LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104207.D

Aca On 4 Apr 2018 3:38 Instrument :
Operator : JU/SJ BNA_F

Sample - J2182-01 ClientSampleld :
Misc - 6-WM-DIP-1-EW@5.5
ALS Vial : 24 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-BF032818.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 2.304 32 37 49 rVB 113786 153906 4.11% 0.505%
2 5.210 527 531 542 rBV 83260 131503 3.52% 0.431%
3 5.592 592 596 630 rBY 2056701 2938108 78.54% 9.633%
4 6.598 762 767 786 rBVY 1918720 3077738 82.27% 10.091%
5 6.733 786 790 825 rVV 2529088 3463899 92.60% 11.357%
6 6.957 825 828 850 rvVv 354340 651093 17.40% 2.135%
7 7.110 851 854 879 rVB 2072148 2529744 67 .62% 8.294%
8 7.528 921 925 947 rBVY 1200267 2001249 53.50% 6.561%
9 7.669 947 949 957 rVB2 27345 38075 1.02% 0.125%
10 8.239 1042 1046 1071 rBV 652531 895770 23.95% 2.937%

11 9.310 1224 1228 1244 rBV 3015333 3740862 100.00% 12.265%
12 9.704 1288 1295 1301 rBV 272910 314651 8.41% 1.032%

13 9.904 1325 1329 1333 rBvV 78521 64557 1.73% 0.212%
14 9.998 1341 1345 1357 rBV 972088 1009659 26.99% 3.310%
15 10.404 1411 1414 1417 rVB 102261 73644 1.97% 0.241%
16 10.621 1445 1451 1454 rBV 29517 39025 1.04% 0.128%

17 10.792 1476 1480 1492 rBV 1698528 2220191 59.35% 7.279%
18 10.874 1492 1494 1509 rVB 103328 164505 4._.40% 0.539%
19 11.492 1596 1599 1615 rBV 763801 990933 26.49% 3.249%
20 13.080 1864 1869 1892 rBV 2771155 3261601 87.19% 10.693%

21 13.951 2013 2017 2030 rBV 298919 347002 9.28% 1.138%
22 14.151 2047 2051 2061 rBV 524134 713920 19.08% 2.341%

23 14.580 2120 2124 2129 rBv4 22603 40673 1.09% 0.133%
24 14.892 2172 2177 2186 rBV 496847 604791 16.17% 1.983%
25 15.251 2234 2238 2242 rBV 38827 42532 1.14% 0.139%
26 15.651 2301 2306 2308 rBV 48527 63229 1.69% 0.207%
27 15.686 2308 2312 2323 rVB 356043 597851 15.98% 1.960%
28 16.109 2379 2384 2389 rBV 56738 80629 2.16% 0.264%
29 16.645 2470 2475 2479 rBV2 50790 92458 2.47% 0.303%
30 17.274 2576 2582 2592 rVB3 38184 83551 2.23% 0.274%
31 18.015 2702 2708 2718 rVB3 26920 73865 1.97% 0.242%
Sum of corrected areas: 30501214
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01 D i
Misc : ;
ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3000000 TIC: BF104207.D

2500000
5.59
2000000
1500000

1000000

500000
2.30

5.21

6.73

7.11
6.60

7.53

6.96

7.67

0\;/\

2.50

3.00

3.50

4.00

4.50

5.00

Time--> 5.50

Abundance : .
3000000 TIC: BF104207.D

9|31

2500000

2000000
10.79

1500000

1000000 10.00

11.49
8.24

500000
9.70

9.9

10.40,4 6 0.87

13.08

9.50

10.00

10.50 11.00 11.50

0
Time-->

12.50 13.00

T
12.00 13.50

Abundance
3000000

TIC: BF104207.D

2500000
2000000
1500000

1000000

14.89

ILA 15.25

500000 15.69

16.11 16.64 17.27

D~
LI B S R IR B B B S R B B B R N R N R |

15/65

18.02

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:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.30 4.73 ng 153906 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 36 (2.298 min): BF104207.D (-32) (-) m/z 73.10 100.00%
7B
5000
43 - g7 D A
| 220 240  2.60
0"I""I'"'I""Ill:'l"l""'I'"'il'!"I""I'"'I""I""I""I""I""I"' m/z 43.00 32.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU I L
43 220 240  2.60
55 87 m/z 87.10 25.32%
29
S S AN A AN RRN AR AR RN R A RS AL LN LR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 A AL R
220 240  2.60
5000 41 55 m/z 55.00 23.04%
29

o 65 97 112 129

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

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether L S L e o o e
. 2.20 2.40 2.60

m/z 41.00 10.41%

5000

45 59
29
15 \ 87 103 130 147

L . =y

T [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.40 2.60

AANAAM
T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6

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

5.21 4.04 ng 131503 1,4-Dichlorobenzene-d4 6.96
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 531 (5.210 min): BF104207.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 e e~
51 | 83 480 5.00 5.20 5.40 5.60
o) VA 17 PR S07 S ST 8 NS m/z 59.10 62.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S L LR
480 5.00 5.20 5.40 5.60
m/z 101.10 24 .80%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 57.95 17.12%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T T T T T T
59 480 5.00 5.20 5.40 5.60
m/z 41.00 9.26%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ i 65 71 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.73 Concentration Rank 1

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

6.73 106.40 ng 3463900 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 789 (6.728 min): BF104207.D (-786) (-) m/z 132.00 100.00%
132
5000 68 A\
40 | 6 6.40 6.60 6.80 7.00
54 75 104
o..,....,....,....,".'.‘.‘7.,::..??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.05 40.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRR SRR AR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.63%
38
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.97%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-

132 6.40 6.60 6.80 7.00
m/z 69.05 15.70%

5000
63
15 28 39 52 °0 77 90 104 .4
S Bt RN T PRSI AN R~ - SN || SN

Il, | L, \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.32 ng 164505 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 1493 (10.868 min): BF104207.D (-1492) (-) m/z 57.10 100.00%
43 97 7
5000
10.60 10.80 11.00 11.20
(o} m/z 71.10 94 .49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38315: Dodecane
57
43 A
71
5000 LR L BULRLLE UL B
85 10 60 10. 80 11. oo 11. 20
29 m/z 43.00 81.24%
98 ]_]_2 127 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 SRR UM SRR B
71 10.60 10.80 11.00 11.20
5000 g5 m/z 85.05 63.90%
29 99
oL 15 113127141155169183 212
m/z--> ﬁo Jo éo 86 160 150 150 160 180 200 250 250 J
Abundance #94345: Heptadecane LA L L L N B B
57 10.60 10.80 11.00 11.20
43 m/z 41.00 38.07%
71
5000 85
29 99
0 \‘ M \‘ JIL \‘ 1]\-3 127 141 155 169182 196 210 240 J
m/z--> 2'0 4'0 Io 8|0 1(')0 12'0 14'10 160 180 200 22'0 24'10 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.95 9.72 ng 347002 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 2017 (13.951 min): BF104207.D (-2013) (-) m/z 83.05 100.00%

5000

N
L2 LI LI B O B B B B

13.60 13.80 14.00 14.20
m/z 57.05 93.06%

N

139

o 154 182 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

5000
13.60 13.80 14.00 14.20
m/z 97.05 89.40%
29 139
o | ‘ 1L 167182 210 238 264280 308
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83

1360 13.80 14.00 14.20
5000 111 m/z 55.05 84 ._.70%

29
o 139 167182 210 238 266 204
B B N R R R R R R A REEERREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 N e L B L L

55 13.60 13.80 14.00 14.20
m/z 69.10 81.84%
5000
29
0 I il 182 210 238 266
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 16.94 ng 604791 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 45
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 38
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 35

Abundance Scan 2177 (14.892 min): BF104207.D (-2172) (-) m/z 59.00 100.00%

9

5000

-

14.60 14.80 15.00 15.20

140 170 198 221240 263 294 320337

0 m/z 72.00 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LN L L L L LB LB LB
14.60 14.80 15.00 15.20
m/z 55.05 48 .32%
126
0 ...,.L‘..‘,‘...MH.‘...W et e oz 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_
14.60 14.80 15.00 15.20
5000 m/z 43.05 33.00%

83 111 141 170 196 229

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174696: 13-Docosenamide, (2)- T T T e T
59 14.60 14.80 15.00 15.20

m/z 41.10 29 .84%

5000 a1

337

5

15 | J‘ 154 184 206 234 254 276294 320
e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15. 00 15. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.70 ng 80629 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2384 (16.109 min): BF104207.D (-2379) (-) m/z 57.05 100.00%
5000
141 160 107 15150 1600 1650 16,40
(o} m/z 71.05 66 .50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 U R IURN UL B
15.80 16.00 16.20 16.40
13 m/z 85.10 56.89%
o 29 | “ﬁ‘j | 77,141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.05 48.65%
113 14
oL29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane LI L L L L N B
57 15.80 16.00 16.20 16.40
m/z 55.00 20.81%
5000 85
. 290 11| |18 141 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.64 3.09 ng 92458 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2474 (16.639 min): BF104207.D (-2470) (-) m/z 57.05 100.00%
57
85
5000
U3 141 oo00s 082 " 16.40 16.60 16.80 17.00
ol A b e A || M/Zz  71.10  75.41%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
85
5000 L UL BRI B B
29 mmmmmmﬂm
m/z 85.05 61.73%
0 J “h | 113,141 160 197 225 53 282
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
o " 16.40 16.60 16.80 17.00
5000 m/z 43.10 52.58%
29 113
0 141 169 197 225 253 296 /\\M»M%HM/\\WMWWVM
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane R RRREE EE s
57 16.40 16.60 16.80 17.00
m/z 99.10 22.75%
5000 85
29
oL “J I “113 141 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.27 2.80 ng 83551 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2581 (17.268 min): BF104207.D (-2576) (-) m/z 57.10 100.00%
g7
85
5000
U3 141 103 17.00 17.20 17.40 17.60
0 m/z 71.05 79.29%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LR DA SUNRE B B
17.00 17.20 17.40 17.60
29 m/z 85.05 61.63%
113 141
0 h‘ Jb .‘\ “h\ u‘\‘ H o4y \1(\39‘197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
17,00 17.20 17.40 17.60
5000 85 m/z 43.10 50.52%
29 13 94
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane AR EEEEE RS
57 17.00 17.20 17.40 17.60
m/z 99.10 26.16%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104207.D

Aca On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample : J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
18.02 2.47 ng 73865 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2709 (18.021 min): BF104207.D (-2702) (-) m/z 57.10 100.00%
57
85
5000
| |“|3|141 189 o81 "' 17.80 18.00 18.20 18.40
o e by s - | m/z 71.05 81.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 R SUNN SRS SO I
17.80 18.00 18.20 18.40
113 m/z 85.05 59.88%
0 \“ uh\ \‘M \H h‘ | 14\.1\169 197‘22‘5 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance
57
17.80 18.00 18.20 18.40
5000 85 m/z 43.05 51.94%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #209565: Octacosane N B B !
57 17.80 18.00 18.20 18.40
m/z 99.10 23.32%
5000 85
29 118 44
o1 | | 7], 141 169 197 225 253 281 309 337 365 394 MA
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\
Data File : BF104207.D

Acq On > 4 Apr 2018 3:38

Operator : JU/SJ

Sample - J2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
Quant Title : 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]
Butane, 2-methoxy... 2.30 4.7 ng 153906 1 6.96 651093 20.0
2-Pentanone, 4-hy... 5.21 4.0 ng 131503 1 6.96 651093 20.0
unknown6.73 6.73 106.4 ng 3463900 1 6.96 651093 20.0
Dodecane 10.87 3.3 ng 164505 4 11.49 990933 20.0
Behenic alcohol 13.95 9.7 ng 347002 5 14.15 713920 20.0
9-Octadecenamide, ... 14.89 16.9 ng 604791 5 14.15 713920 20.0
2-methyloctacosane 16.11 2.7 ng 80629 6 15.69 597851 20.0
Eicosane 16.64 3.1 ng 92458 6 15.69 597851 20.0
Heptacosane 17.27 2.8 ng 83551 6 15.69 597851 20.0
Hentriacontane 18.02 2.5 ng 73865 6 15.69 597851 20.0
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