LSC Area Percent Report

Data Path : U:\HPCHEMI\BNA F\DATA\BF012618\

Data File : BF102495.D

Aca On - 27 Jan 2018 4:47 Instrument :
Operator : SJ/JU BNA_F

Sample  : J1264-01 At
Misc : 2-AVE-09

ALS Vial : 31 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-BF012218.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 2.246 25 27 38 rvB8 26316 52100 1.16% 0.173%
2 3.622 256 261 267 rVB2 31232 49988 1.12% 0.166%
3 4.381 385 390 396 rBV 215493 255825 5.72% 0.849%
4 4.898 475 478 486 rBV 58867 65557 1.47% 0.217%
5 5.328 547 551 564 rBVY 1248583 1283418 28.69% 4.258%
6 6.363 723 727 745 rBVY 1240014 1416599 31.67% 4 _700%
7 6.492 745 749 756 rVV 2549551 2503805 55.97% 8.307%
8 6.551 757 759 769 rVB2 43565 79059 1.77% 0.262%
9 6.716 784 787 797 rBVY 1075456 1052298 23.52% 3.491%
10 6.792 797 800 810 rVB 57424 71250 1.59% 0.236%

11 6.875 810 814 817 rBV 3671385 3410506 76.24% 11.315%
12 7.286 879 884 887 rBvV 2378751 2312941 51.70% 7.674%

13 7.439 905 910 912 rBVS5 35270 47515 1.06% 0.158%
14 7.539 920 927 939 rVvB2 129453 185808 4._.15% 0.616%
15 7.739 957 961 966 rBV 61786 98010 2.19% 0.325%

16 7.845 969 979 986 rvv2 129791 309045 6.91% 1.025%
17 7.957 989 998 1000 rvv4 186702 410586 9.18% 1.362%
18 8.004 1000 1006 1010 rVV 1419758 1887897 42.20% 6.263%
19 8.051 1010 1014 1019 rVB 308716 372213 8.32% 1.235%
20 8.151 1024 1031 1034 rBvV2 398015 602622 13.47% 1.999%

21 8.180 1034 1036 1040 rvB2 129063 109201 2.44% 0.362%

22 8.228 1040 1044 1045 rBV3 75607 78919 1.76% 0.262%
23 8.292 1052 1055 1058 rVB3 58940 57793 1.29% 0.192%
24 8.404 1063 1074 1076 rBvV2 252662 444065 9.93% 1.473%
25 8.445 1080 1081 1083 rVB 114363 69871 1.56% 0.232%
26 9.080 1184 1189 1192 rBV 4804665 4473478 100.00% 14.842%
27 9.192 1204 1208 1213 rVB2 34836 49078 1.10% 0.163%
28 9.475 1251 1256 1258 rBV 98508 96316 2.15% 0.320%
29 9.680 1288 1291 1294 rBV 90246 77181 1.73% 0.256%
30 9.722 1294 1298 1300 rBV2 50630 56851 1.27% 0.189%

31 9.757 1300 1304 1311 rVB 1220418 1162653 25.99% 3.857%
32 10.180 1372 1376 1379 rVB2 105360 93338 2.09% 0.310%
33 10.545 1435 1438 1448 rBV 1220005 1229494 27 .48% 4_.079%
34 10.651 1453 1456 1466 rVB2 76874 124123 2.77% 0.412%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.239 1553 1556 1565 rBV 924857 892525 19.95% 2.961%

36 12.827 1822 1826 1830 rBV 2944337 3009993 67.29% 9.986%
37 13.733 1976 1980 1988 rBV2 89300 151316 3.38% 0.502%
38 13.886 2002 2006 2016 rVB 761686 810705 18.12% 2.690%
39 15.315 2245 2249 2259 rVB 441314 606657 13.56% 2.013%
40 15.727 2317 2319 2325 rVB3 61037 80826 1.81% 0.268%

Sum of corrected areas: 30141425
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= U:\HPCHEM1\BNA F\DATA\BF012618\
: BF102495.D

27 Jan 2018 4:47

: SJ/JU

: J1264-01

: 31 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102495.D

5.33

6.36

6.87

6.49

6.72

7.29

7.47a54 7.798

Time-->

7.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102495.D

8.00

10.55

11.24
0.65 n

9.76
9.19 9¢47QEL 10.18

o

12.83

Time-->

0

9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance

4000000

3000000

2000000

1000000

B.73

TIC: BF102495.D

13.89
15.32

15.73

0
Time-->

17.50

17.00

16.00 16.50

15.50

14.50 15.00

14.00

18.

00

18.

50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tetrachloroethylene Concentration Rank 4

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

4._.38 4.86 ng 255825 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrachloroethvlene 164 C2Cl14 000127-18-4 97
2 Pvrimidine. 5-fluoro-2.4-dichloro- 166 C4HCI2FN2 002927-71-1 25
3 2-Chloroauinoxaline 164 C8H5CIN2 001448-87-9 12
4 4.6-Dichloro-2-fluoropvrimidine 166 C4HCI2FN2 003824-45-1 10
5 5-Methylthio-1,3,4-thiadiazole-2... 164 C3H4N2S3 006264-40-0 9

Abundance Scan 390 (4.381 min): BF102495.D (-385) (-) m/z 165.90 100.00%
128.9 166.9
5000 93.9
i | | AP AN
O b 890y Nl 2070 719800 87.420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33815: Tetrachloroethylene
166.0
129.0
5000 SRS SREE AR LR
94.0 4.00 4.20 4.40 4.60 4.80
47.0 m/z 163.90 78.72%
0"”?+9ﬂI'b”u79q“l”'\'”'l'”“I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
166.0
1310 300 450 440 450 40
5000 m/z 130.90 78 .44%
31.0 78.0
47.0 106.0
G Y L I S L S SN B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34122: 2-Chloroquinoxaline A e
129.0 164.0 4.00 4.20 4.40 4.60 4.80
102.0 m/z 167.90 50.46%
5000
76.0
0'"'|'"'|"“l"""‘l""'l""'l""'l""l“"'l""l"" SRS RRREE LR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 2

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

6.49 47 .59 ng 2503810 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 749 (6.492 min): BF102495.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 P SSERLRRRE AR RN
40.0 6.20 6.40 6.60 6.80
0....-|".::'.,:|-.|.'.,....l,'!...,.. e e || m/z 68.05 36 64%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR AR R A
6.20 6.40 6.60 6.80
2.0 ‘ m/z 134.00 33.19%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 22.59%
41.0 97.0
OIIIII""I""I""I""I""IIIII A S S DR N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl o e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .69%
5000 98.0
7
o oy \\ 1L ‘ 280 1890
m/z--> 40 60 8IO 1(')0 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 4 unknown7.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.85 3.27 ng 309045 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 38
2 .alpha.-D-Mannofuranoside. 1-0-d... 320 C16H3206 1000160-04-7 28
3 3-Hexanol. 3-methvl- 116 C7H160 000597-96-6 16
4 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 12
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 12
Abundance Scan 980 (7.851 min): BF102495.D (-969) (-) m/z 72.95 100.00%
73.0
102.1
5000 411

7.60 7.80 8.00 8.20

206.9

o . m/z 102.10 54 _.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20843: Valproic Acid
73.0
5000 102.0
7.60 7.80 8.00 8.20
41.0 m/z 41.10 43.31%
,,,,,,, R RANEEREREEEE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
T T
7.60 7.80 8.00 8.20
5000 m/z 87.00 35.72%
43.0
116.0
o 96.0 141.0163.0 187.0 213.0 242.0 2710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8362: 3-Hexanol, 3-methyl-
73.0 7.60 7.80 8.00 8.20
m/z 57.00 35.47%
45.0
5000
101.0
bt |‘ . L | |‘ T SRS SARS
lllllllllllllllllllllll llllllllllllllllllllllllllllllll _l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown8.15 Concentration Rank 3

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

8.15 6.38 ng 602622 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 35
2 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 27
3 Butanoic acid 88 C4H802 000107-92-6 27
4 Cvclobutanecarboxvlic acid. hept... 198 C12H2202 1000280-40-4 22
5 Cyclopentaneacetic acid 128 C7H1202 001123-00-8 16

Abundance Scan 1031 (8.151 min): BF102495.D (-1024) (-) m/z 60.00 100.00%
.0
5000
7.80 8.00 8.20 8.40
0 R 1 070 | mjz 57.05  97.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8069: Hexanoic acid
60.0
5000 A R R L
27.0 0 7.80 8.00 8.20 8.40
4. m/z 55.00 84.04%
1l
0"'l"l""i""m"'”"l""'|"1]"5"?'"'l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
780 800 8.20 840
5000 m/z 41.05 74 .98%
102.0
41.0 85.0
S L L S UL WL B ML I B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2020: Butanoic acid B B
60.0 7.80 8.00 8.20 8.40
m/z 101.05 60.73%
5000
41.0
0'}%QM"WL'h"'“|§%9'|“"|"'w""|'“'|""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Thiophene, 2-ethyltetrahydro- Concentration Rank 5

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

8.40 4.70 ng 444065 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 59
2 Thiophane. propvl- 130 C7H14S 001551-34-4 58
3 .alpha.-D-Xvlofuranoside. methvl... 192 C8H1605 035007-52-4 50
4 Hvdrazine. l-ethvl-1-(l-methvlpr... 116 C6H16N2 020325-97-7 42
5 Pentanoic acid, 2-propyl-, methy... 158 C9H1802 022632-59-3 42

Abundance Scan 1073 (8.398 min): BF102495.D (-1063) (-) m/z 87.00 100.00%
87.0
5000
411 116.1 1301
ﬂl 71.1 | 101.0 | 1431 8.00 820 8.40 8.60 8.80
O”P'“P”&'hW“'W””%M'Hmﬁ”'J””P”'P””'”W”MP'“P”W m/z 41.10 25.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0
5000 8.00 820 840 8.60 8.80
270 45.0 116.0
500 101.0 m/z 43.05 22 .34%
H H I H\‘M \730 m ‘
S R A R AL A RERRA AR AR SRR ARAN LARSS ALY RARA) LARAS LARES
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0
8.00 820 840 8.60 8.80
5000 m/z 116.10 21.44%
101.0 130.0
55.0 7.0 115.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #54920: .alpha.-D-Xylofuranoside, methyl 2,5-di-O-methy!-
87.0 8.00 8.20 8.40 860 8.80
m/z 130.05 18.77%
5000
45.0
71.0
o 570 fT 1000 1950 1290 1430 1610
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14'10 150 160 | 8.00 8.20 840 860 8.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.78 ng 124123 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1456 (10.651 min): BF102495.D (-1453) (-) m/z 57.05 100.00%

57.0

10. 40 10 60 10. 80 11. 00

140.8 175.1

bl b o S22+ m/Z 43.00 81.21%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
i UWL/\JL
5000 LA L B L L L LB

10.40 10.60 10.80 11.00
m/z 71.05 60.91%

99.0
0 27\0\ -, 141.0169.0198.0226.0
—L ....,.... e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
ST T R T
10.40 10.60 10.80 11.00
5000 m/z 85.10 39.06%
99.0
27.0 141.0169.0 211.0 253.0 295.0 337.0 380.0
e e o o
m/z--> 50 100 150 200 250 300 350 J
Abundance #175557: Tetracosane R s S e
57.0 10.40 10.60 10.80 11.00
m/z 41.05 34.22%

- W
27‘.0 I 99.0 L/

| | | , 141.0169.0 211.0 253.0 2950 338.0

m/z--> 50 100 150 200 250 300 350 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.73 ng 151316 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1979 (13.727 min): BF102495.D (-1976) (-) m/z 57.05 100.00%

0
83.0

5000
140.1 178.1203.2 24572 13.40 13.60 13.80 14.00
0 m/z 43.05 91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 L

13.I40 13.I60 13.I80 14.IOO
m/z 55.05 79.31%

29.0 139.0
ol 4l 167.0 195.0222.0 250.0 280.0 308.0 336.0
A LAAaataa At n e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
R B B o e mat SRS
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 77.56%
29.0 139.0

0 167.0 196.0 224.0 252.0 280.0 308.0

LN LN N R R R R R RN R RN RN R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #164113: Trifluoroacetic acid, pentadecy! ester R AEmEEEE L
13.40 13.60 13.80 14.00

m/z 97.10 65.08%

5000

29.0
182.0 210.0 255.0 306.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102495.D

Aca On : 27 Jan 2018 4:47

Operator : SJ/JU

Sample : J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 9 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.73 2.66 ng 80826 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 64
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
3 Docosane 310 C22H46 000629-97-0 59
4 Tetratetracontane 619 C44H90 007098-22-8 59
5 Octadecane 254 C18H38 000593-45-3 59
Abundance Scan 2320 (15.733 min): BF102495.D (-2317) (-) m/z 57.05 100.00%
57.0
5000
147.1 181.9 207.1 2351 266.2 326.1 15.40 15.60 15.80 16.00
Ol . m/z 71.10 81.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141432: Pentadecane, 8-hexyl-
57.0
85.0
5000 LR DA DA LN SRR
1540 15.60 1580 16.00
29.0 113.0 m/z 85.10 51.58%
bt 02600 200 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 43.10 51.31%
ol 1130 1540 183.0 211.0 239.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153222: Docosane R R mEEE
57.0 15.40 15.60 15.80 16.00
m/z 83.10 17 .38%
5000 85.0
. 2900 | 111?0‘1410 169.0 197.0 2250 2530 2610 3100
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF012618\
Data File : BF102495.D

Acq On = 27 Jan 2018 4:47

Operator : SJ/JU

Sample - J1264-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
Tetrachloroethylene 4._.38 4.9 ng 255825 1 6.72 1052300 20.0
unknown6 .49 6.49 47.6 ng 2503810 1 6.72 1052300 20.0
unknown7 .85 7.85 3.3 ng 309045 2 8.00 1887900 20.0
unknown8.15 8.15 6.4 ng 602622 2 8.00 1887900 20.0
Thiophene, 2-ethy... 8.40 4.7 ng 444065 2 8.00 1887900 20.0
Hexadecane 10.65 2.8 ng 124123 4 11.24 892525 20.0
n-Tetracosanol-1 13.73 3.7 ng 151316 5 13.89 810705 20.0
Pentadecane, 8-he... 15.73 2.7 ng 80826 6 15.32 606657 20.0
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