LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 height area % max. total
1 2.140 4 9 16 rVB 237574 307443 6.82% 0.769%
2 5.110 511 514 522 rVB 111635 137824 3.06% 0.345%
3 5.504 576 581 584 rBV 4267697 4339886 96.29% 10.848%
4 6.516 747 753 772 rBV 4152906 4507091 100.00% 11.266%
5 6.657 772 777 780 rBV 4405296 4255180 94.41% 10.637%
6 6.886 812 816 819 rBV 1584360 1281200 28.43% 3.203%
7 7.039 838 842 846 rBV 2944153 2869228 63.66% 7.172%
8 7.451 906 912 915 rBV 2831616 2859104 63.44% 7.147%
9 8.169 1030 1034 1037 rBV 1980171 1618676 35.91%  4.046%
10 9.245 1212 1217 1220 rBV 3440923 3422034 75.93% 8.554%
11 9.316 1226 1229 1232 rVB 103150 75346 1.67% 0.188%

12 9.633 1279 1283 1286 rBV 412975 366227 8.13% 0.915%
13 9.845 1311 1319 1324 rBV 247134 228951 5.08% 0.572%
14 9.927 1329 1333 1341 rVB 1520826 1511112 33.53% 3.777%

15 10.169 1371 1374 1378 rBV2 46198 52064 1.16% 0.130%
16 10.322 1397 1400 1402 rBV 63096 56280 1.25% 0.141%
17 10.345 1402 1404 1407 rVB 244741 185831 4.12% 0.465%
18 10.569 1437 1442 1444 rBV 58505 74205 1.65% 0.185%

19 10.716 1463 1467 1475 rVB 1818531 1816122 40.29%% 4._.540%
20 10.821 1482 1485 1490 rVB 173071 182411 4._05% 0.456%

21 11.269 1558 1561 1563 rBV 119541 92530 2.05% 0.231%
22 11.298 1563 1566 1572 rVB2 39334 45543 1.01% 0.114%
23 11.410 1582 1585 1589 rBV 1174383 1143980 25.38% 2.860%
24 11.692 1630 1633 1637 rBV 61771 54435 1.21% 0.136%

25 11.927 1670 1673 1682 rBV2 87537 102129 2.27% 0.255%

26 12.998 1851 1855 1858 rBV 2334322 2092366 46.42% 5.230%
27 13.474 1924 1936 1938 rBV3 337930 928520 20.60% 2.321%
28 13.774 1968 1987 1999 rBV3 575183 2656818 58.95% 6.641%
29 13.880 2002 2005 2018 rVB 539737 588298 13.05% 1.471%
30 14.051 2031 2034 2038 rBV 996462 1000270 22.19% 2.500%

31 14.515 2110 2113 2116 rBV 99828 107958 2.40% 0.270%
32 15.162 2221 2223 2226 rVB 66263 55374 1.23% 0.138%
33 15.539 2283 2287 2294 rVB 642252 860903 19.10% 2.152%
34 15.998 2362 2365 2370 rVB 94744 129158 2.87% 0.323%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 40004497
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF020818\

BF102862.D

8 Feb 2018 18:01

SJ/JuU

J1470-09

19 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 6

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

2.14 4.80 ng 307443 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
3 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23

Abundance Scan 9 (2.140 min): BF102862.D (-4) (-) m/z 73.00 100.00%

3
5000 43
55 87

220 230 240 2.50 2.60

IS N P P74 - - N - S m/z 42.95  44.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 250 2.30 2.40 250 2.60
87 m/z 54.95 28.72%

o

"3 e eer)
SN 1 2 1N . -7 R N
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73

220 2.30 2.40 2.50 2.60

5000 43 m/z 87.00 23.26%
58
o} L S S MU
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone T
3 220 230 240 2.50 2.60

m/z 41.00 14 .05%

43
- | J\M\W
31
\ 31‘ \ .67 H‘ g1 87 93 102 199 126

O o e e R B S e R A ea st o

m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF020318.M Fri Feb 09 10:53:01 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 12

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

5.11 2.15 ng 137824 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 514 (5.110 min): BF102862.D (-511) (-) m/z 43.00 100.00%
a3
59
5000
1ot 480 5.00 5.20 5.40
83 : : : :
o...,....,....,....',':'...‘??.r!,....,....,.~...,....,|....,....,....,....,...., m/z 58.95 56.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.0
m/z 101.00 17 .45%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.00 15.11%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59 480 5.00 5.20 5.40
m/z 41.00 7.22%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 unknown6.66 Concentration Rank 1

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

6.66 66.42 ng 4255180 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 778 (6.663 min): BF102862.D (-772) (-) m/z 132.00 100.00%
32
5000 68
| | Tk ok 6o 7ho
Obrrprrrr e e e b e bbb e e m/z 68.00 35.80%
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 N
5000 IS LR S UL
6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.65%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 65.95 23.66%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R pa
132 6.40 6.60 6.80 7.00
m/z 68.95 13.56%
5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115
R a R e R AR A B i L e R R EE AR Eaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Heptadecane Concentration Rank 8

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

9.85 3.03 ng 228951 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 86

Abundance Scan 1320 (9.851 min): BF102862.D (-1311) (-) m/z 57.00 100.00%
57
43
71
5000
85
9.60 9.80 10.00 10.20
112 127
o...,....','...~|-;..':.,'....1,....,....1,4.1...1,6.3..,....,....,....,.. m/z 43.00 69.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 AR R UL RN S
85 9.60 9.80 10.00 10.20
29 9 m/z 71.00 55.59%
o w ol 1}3127141155169182196210 240
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240
Abundance
43 ¥
9.60 9.80 10.00 10.20
5000 1 m/z 41.00 35.81%
85
29
o 99 113 127 141 155 169 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane O
43 97 9.60 9.80 10.00 10.20

m/z 85.00 34 .53%

71
5000
85
29
ol15 | “\ b o 13127 141 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 960 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.46 ng 185831 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
4 Tridecane 184 C13H28 000629-50-5 59
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 59
Abundance Scan 1405 (10.351 min): BF102862.D (-1402) (-) m/z 57.00 100.00%
57
| i N/_A\W/J\
5000 85
AR AL A
99 113 157 10.00 10.20 10.40 10.60
0 .,....,‘...|!,..":.,:...,....,....1,4.1.1.“3.5.1?.9. | m/z  43.00  61.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
T | L_/\/VMAI\
5000 n NSNS B
g5 mmmmmmmm
29 m/z 71.00 54 _.90%
0 | L Lo 99 1B 127141 155 169 183 197 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance
57
NSNS DL BN
43 71 10.00 10.20 10.40 10.60
5000 85 m/z 85.00 43 .89%
29 113
99
S L L U U S B L B B WAL W LNNWINAANJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-bUty| LI L L L L L B
4B 57 71 10.00 10.20 10.40 10.60
m/z 41.00 30.35%
85
5000 126 LNWVVAMVAJNJ\
o Il w W97 112 | 140 155 184 LumvvnyNA«an
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250 1000 1020 1040 1060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.19 ng 182411 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1485 (10.821 min): BF102862.D (-1482) (-) m/z 57.00 100.00%
57
5000
4 85
113 10.60 10.80 11.00 11.20
Olrrrrprrrefles ,..':.,.‘.e.l,...'.,.:..,..155....1,??3..,.... eSS | m/z . 43.00  68.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane
57
5000 R RN U UG R
4 85 1060 10.80 11.00 11.20
m/z 71.00 60.90%
ol 15 | M | 169 197 225 253 2%
m/z--> 2'0 4'0 60 8IO 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance
57
"' 10/60 10.80 11.00 11.20
5000 g5 m/z 85.00 35.87%
41
ol 18 113 141 189 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane R R s e e e
57 10.60 10.80 11.00 11.20
m/z 41.00 31.31%
5000
4 85
o2 \ ‘ I J (113 141 169 197 226
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10. 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 unknownl3.47 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.47 18.57 ng 928520 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledol 222 C15H260 000577-27-5 48
2 Cedrene-V6 204 C15H24 1000162-76-8 35
3 9-Methyltetracyclo[7.3.1.0(2.7).... 204 C15H24 1000215-30-5 30
4 Propenone, 1-(4-fluorophenyl)-3-... 312 C17H13FN20S 1000263-71-8 25
5 Caryophyllene oxide 220 C15H240 001139-30-6 22
Abundance Scan 1935 (13.468 min): BF102862.D (-1924) (-) m/z 189.10 100.00%
43 189
5000 ,,ﬂ//\\\,///\\hﬂm
218 249577 13.20 13.40 13.60 13.80
oLty m/z 43.00 94 .57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79360: Ledol
43
69
5000 LR SRR U R DR
109 1320 13.40 13.60 13.80
161 m/z 95.00 53.74%
1 T 18 2
Ouuﬁ‘l“m‘: “ﬁ“:h‘“‘ih‘l‘u“u‘u‘:l‘u|‘||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
189
133 USRS SUNN UGN BN
13.20 13.40 13.60 13.80
5000 m/z 121.05 53.05%
41 105
81 161
e L L B UL WL UL B DL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64405: 9-Methyltetracyclo[7.3.1.0(2.7).1(7.11)]tetradecane A
189 13.20 13.40 13.60 13.80
m/z 55.00 48 .97%
5000
93
11 67 h hllg 147
0 "IWLM'IN”LH#'“‘”'”'I""I'”'I""I'”'I"' SR UL SN UGN SR
m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 9,19-Cycloergost-24(28)-en-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.77 53.12 ng 2656820 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,19-Cycloergost-24(28)-en-3-ol, ... 468 C32H5202 010376-42-8 53
2 1,5-Diazabicyclo[3.1.0]hexane, 6... 190 C11H14N20 1000337-54-5 18
3 p-Menth-8-en-3-o0l, acetate 196 C12H2002 000089-49-6 15
4 Acetic acid, 1,7,7-trimethyl-bic... 196 C12H2002 092618-89-8 15
5 3H-1,3,4-Benzotriazepin-2-one, 1... 189 C10H11N30 105999-05-1 14
Abundance Scan 1986 (13.768 min): BF102862.D (-1968) (-) m/z 43.00 100.00%
43 189
5000 69
AR RN PR UL I
15 249 13.40 13.60 13.80 14.00
- ,l.“.‘ 297 339365 399 m/z 189.05 80.97%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #230838: 9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl-, ...
43
69
95
5000 LA RN PR UL I
21 13.40 13.60 13.80 14.00
147 m/z 95.00 56 .95%
173 201 408
0 |]‘-‘|8“| \I |H‘|“l‘ Ihwi h‘l“ IlMulwml‘ i‘\ |‘““232‘|7|2|5|7|2§]: ?Olgl ??’1‘3'6'5' I\ T ‘\I T |4|.6|8|
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
189
13.40 1360 13.80 14.00
5000 m/z 109.05 54 .37%
134 161
51 77 107
O S L L L U L UL WL S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #58007: p-Menth-8-en-3-ol, acetate A e
43 13.40 13.60 13.80 14.00
m/z 121.00 52 .32%
136
5000 93
69
or 15, JJ.ﬂ L ) 163 196
m'z-> 0 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 11.76 ng 588298 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2005 (13.880 min): BF102862.D (-2002) (-) m/z 57.00 100.00%

57 33

5000

-

13.60 13.80 14.00 14.20
m/z 55.00 96.64%

o 139 167182 204221 241259 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5

13!60 13.I8O 14.IOO 14!20
m/z 43.00 92.17%

5000

139154 266

182 210 238 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
R EEREEE SRS R
97 13.60 13.80 14.00 14.20
5000 N m/z 83.00 83.59%
29
125
14 153168 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester R A B AR A ABERR
13.60 13.80 14.00 14.20

]

m/z 69.00 72 .28%

69

5000

125

C
]

153168

196 224
L IR e 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\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1-Heptacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.16 ng 107958 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
3 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 76
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 74
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 74
Abundance Scan 2114 (14.521 min): BF102862.D (-2110) (-) m/z 69.00 100.00%
43
5000
151 182 50 254575207 1420 14.40 14.60 14.80
Ot m/z 55.00 89.49%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #210518: 1-Heptacosanol
43
5000 18 71 97 LA L L L L L L L L
14.20 14.40 14.60 14.80
125 m/z 57.00 89.42%
ol |“ L \H‘ | % 154 162 210 038 201 300 337 38
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
43
83 1420 14.40 14.60 14.80
5000 m/z 43.00 88.62%
111
o 63 139 168 196 224 252
mz-> 0 50 100 150 200 250 300 350 400
Abundance #184207: Cyclopentane, (4-octyldodecyl)- e A RERREEESE L
43 14.20 14.40 14.60 14.80
83 m/z 97.00 68.12%
5000
111
0 \ Al l Llfg 167 195 2%? 264 293 350
m'z-> 0 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 12 2-methylhexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.00 ng 129158 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methylhexacosane 380 C27H56 1000376-72-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2365 (15.998 min): BF102862.D (-2362) (-) m/z 57.00 100.00%
g7
5000 85
113 1560 15.80 16.00 16,20 16.40
141 188210
ol W Ll A L, 1 168188210234 288 293 321341 365 390 | 1500 00" 64 o
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57
85
5000 LRI SRR SRR N B
15.60 15.80 16.00 16.20 16.40
113 m/z 43.00 56.66%
141
oL 211 h‘\‘ LM 169 197 225 253 081 300 337 365
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
1560 15.80 16.00 16,20 16.40
5000 85 m/z 85.00 49_.78%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane LSS BLELLELE BN LR N
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 25.50%
85
5000
29
L[y 160 107 240
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102862.D

Acq On : 8 Feb 2018 18:01

Operator : SJ/JU

Sample - J1470-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.14 4.8 ng 307443 1 6.89 1281200 20.0
2-Pentanone, 4-hy... 5.11 2.1 ng 137824 1 6.89 1281200 20.0
unknown6 .66 6.66 66.4 ng 4255180 1 6.89 1281200 20.0
Heptadecane 9.85 3.0 ng 228951 3 9.92 1511110 20.0
Hexadecane 10.35 2.5 ng 185831 3 9.92 1511110 20.0
Heneicosane 10.82 3.2 ng 182411 4 11.42 1143980 20.0
unknownl13.47 13.47 18.6 ng 928520 5 14.06 1000270 20.0
9,19-Cycloergost-... 13.77 53.1 ng 2656820 5 14.06 1000270 20.0
1-Heneicosanol 13.88 11.8 ng 588298 5 14.06 1000270 20.0
1-Heptacosanol 14.52 2.2 ng 107958 5 14.06 1000270 20.0
2-methylhexacosane 16.00 3.0 ng 129158 6 15.54 860903 20.0
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