LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104582.D
Aca On - 18 Apr 2018 00:34 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 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-BF040618.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 5.028 496 500 507 rvB 128528 182537 4 _.90% 0.581%
2 5.428 562 568 571 rBVY 3191887 3630913 97.52% 11.554%
3 6.081 676 679 688 rBV 31061 46061 1.24% 0.147%
4 6.445 735 741 744 rBV 3103333 3723118 100.00% 11.847%
5 6.575 758 763 767 rBVY 3358801 3694947 99.24% 11.758%
6 6.804 798 802 805 rBY 1122608 872322 23.43% 2.776%
7 6.963 824 829 832 rBVY 3129747 2848777 76.52% 9.065%
8 7.375 893 899 901 rBVY 2186832 2367740 63.60% 7 .534%
9 8.086 1016 1020 1024 rBV 1387595 1122537 30.15% 3.572%
10 9.163 1198 1203 1206 rBv 3709072 3649188 98.01% 11.612%
11 9.557 1266 1270 1273 rBV 298913 245223 6.59% 0.780%
12 9.769 1301 1306 1310 rBV 95719 76615 2.06% 0.244%
13 9.845 1315 1319 1323 rVV 1175931 1114773 29.94% 3.547%
14 10.269 1388 1391 1394 rVB 120022 87905 2.36% 0.280%
15 10.486 1422 1428 1431 rBvV 30289 38721 1.04% 0.123%
16 10.633 1449 1453 1456 rBVY 2112132 1945504 52.25% 6.191%
17 10.739 1469 1471 1479 rVB 95337 97445 2.62% 0.310%
18 11.192 1544 1548 1550 rBvV 44060 38293 1.03% 0.122%

19 11.327 1568 1571 1575 rBV 978897 926524 24.89%% 2.948%
20 12.921 1837 1842 1845 rBV 2757513 2619254 70.35% 8.335%

21 13.774 1982 1987 1990 rBV 48998 61006 1.64% 0.194%
22 13.810 1990 1993 2003 rVB 386876 398708 10.71% 1.269%
23 13.974 2017 2021 2025 rBV 980333 832044 22.35% 2.648%

24 14.451 2098 2102 2107 rBV2 28083 39593 1.06% 0.126%

25 14.821 2162 2165 2169 rVB 56572 55901 1.50% 0.178%

26 15.439 2265 2270 2283 rVB 494177 640286 17.20% 2.037%

27 15.939 2350 2355 2361 rBV3 42806 70005 1.88% 0.223%
Sum of corrected areas: 31425940
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF041718\

BF104582.D

18 Apr 2018 00:34

Ju/SsJ

J2387-04 £0180242-COMPOSITE-D
23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF104582.D
16
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3000000
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2000000
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TIC: BF104582.D

13.97
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041718\

Data File : BF104582.D

Aca On - 18 Apr 2018 00:34

Operator : JU/SJ

ﬁ?gg'e - J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.03 4.19 ng 182537 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.2-Butanediol 90 C4H1002 000584-03-2 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 500 (5.028 min): BF104582.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 DN I W
e .| 83 4.60 4.80 5.00 5.20 5.40 :
O e L e L S m/z 59.00 65.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL R I I
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.13%
15 3 101
o 25 7 37, 53 ‘ 83
miz--> S N AR SR SR S S P
Abundance
59
460 480 500 520 540
5000 m/z 58.00 16.16%
31
41
0 "'I""I""I""I""I§?"I""T%"'I"'g?""I""I'}}7I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4035: 2,3-Butanedione, monooxime e
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.25%
5000
101
15 58
0 28 g7, 51 7 69 84
m/z--> 0 20 30 40 50 60 70 80 90 1(')0 110 120 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041718\

Data File : BF104582.D

Aca On - 18 Apr 2018 00:34

Operator : JU/SJ

ﬁ?gg'e - J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 84.72 ng 3694950 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF104582.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTTrr T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o R . ??...' SRR S W . S [ N m/z 68.10 42.20%
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 SRR AR SRR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.06%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.28%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LN L I L B L DL B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.76%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041718\

Data File : BF104582.D

Aca On - 18 Apr 2018 00:34

Operator : JU/SJ

ﬁ?gg'e - J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.10 ng 97445 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 86
Abundance Scan 1471 (10.739 min): BF104582.D (-1469) (-) m/z 57.05 100.00%
g7
43 | 11
5000
99 RIS SR BN SN
113127141 10.40 10.60 10.80 11.00
(o} m/z 71.10 73.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 AU I
10.40 10.60 10.80 11.00
29 m/z 43.00 69.98%
oL15 ‘\ bl o %9113127141155169 198
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo
Abundance
43
57 UMM RS
- 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 47 .51%
o 29 99113127141 155168 197 231 261
m/z--> ﬁo Jo éo éo 160 150 150 1é0 180 200 220 240 2éo
Abundance #83023: Hexadecane T T e T
57 10.40 10.60 10.80 11.00
43 m/z 41.00 32.07%
71
5000 85
o “ I 113127141155169183197 226
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF041718\

Data File : BF104582.D

Aca On - 18 Apr 2018 00:34

Operator : JU/SJ

ﬁ?gg'e - J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 9.58 ng 398708 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1993 (13.810 min): BF104582.D (-1990) (-) m/z 83.05 100.00%
57
5000 111
3 139 13.40 13.60 13.80 14.00 14.20
o 107 296 281 m/z 97.05 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 111 4\0__A__ﬁv~_w~_
13.40 13.60 13.80 14.00 14.20
- m/z 57.05 89.70%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.05 88.70%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 l
Abundance #155046: 1-Heneicosanol
55 83 13.40 13.60 13.80 14.00 14.20
m/z 69.05 82.69%
5000
29
ol \ 167 196 238 266 294 :
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 13.'40 13.|60 13.I80 14.00 14.I 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041718\
Data File : BF104582.D

Aca On : 18 Apr 2018 00:34

Operator : JU/SJ

Sample = J2387-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosanol Concentration Rank 5

20180242-COMPOSITE-D

R.T. EstConc Area Relative to ISTD R.T.
15.94 2.19 ng 70005 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 87
3 1-Heptacosanol 396 C27H560 002004-39-9 76
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 76
5 Octacosyl acetate 452 C30H6002 018206-97-8 76

Abundance Scan 2355 (15.939 min): BF104582.D (-2350) (-) m/z 57.05 100.00%
57
5000 111
139 ryrrrryrrrryrrTT T T T
167 507 282 15.60 15.80 16.00 16.20
o U G m/z 43.10 97.46%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 R R A AR AR
15 60 15. 80 16 00 16.20
m/z 83.10 93.81%
m/z--> 50 2éo 300 3%0
Abundance
43
69 IR AR A AR
97 15.60 15.80 16.00 16.20
5000 m/z 97.10 92.21%
123
oAl B B LR o ] e o
m/z--> 55 160 150 260 2éo 300 3%0
Abundance #210517: 1-Heptacosanol T
57 7 15.60 15.80 16.00 16.20
m/z 69.05 88.56%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 15 60 15. 80 16 00 16. 20 '

8270-BF040618 .M
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041718\

Data File : BF104582.D

Acq On : 18 Apr 2018 00:34

Operator : JU/SJ

3?22'6 - J2387-04 20180242-COMPOSITE-D
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.03 4.2 ng 182537 1 6.80 872322 20.0
unknown6 .57 6.57 84.7 ng 3694950 1 6.80 872322 20.0
Tetradecane 10.74 2.1 ng 97445 4 11.33 926524 20.0
Behenic alcohol 13.81 9.6 ng 398708 5 13.97 832044 20.0
1-Heneicosanol 15.94 2.2 ng 70005 6 15.44 640286 20.0
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