LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031918\

Data File : BF103777.D

Aca On : 20 Mar 2018 00:58 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1971-01 ES-6-SA-1-WW@2

ALS Vial : 20 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-BF031518.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 2.328 35 41 46 rVB 154649 208924 5.25% 0.600%
2 5.228 529 534 542 rVB 150678 209406 5.27% 0.602%
3 5.604 592 598 601 rBY 3355101 3931517 98.87% 11.300%
4 5.922 648 652 658 rVB 47750 48339 1.22% 0.139%
5 6.598 760 767 770 rBVY 3345053 3976377 100.00% 11.429%
6 6.745 787 792 795 rBY 3854594 3935481 98.97% 11.311%
7 6.969 827 830 834 rBV 961691 846356 21.28% 2.433%
8 7.128 853 857 861 rBY 3100160 3002060 75.50% 8.629%
9 7.534 921 926 929 rBVY 2304226 2530154 63.63% 7.272%
10 7.592 932 936 941 rVB 35851 40908 1.03% 0.118%

11 8.251 1044 1048 1052 rBV 1286482 1109205 27.89%% 3.188%
12 9.328 1226 1231 1234 rBV 4003011 3878585 97.54% 11.148%
13 9.716 1293 1297 1300 rBV 343191 263582 6.63% 0.758%
14 9.928 1329 1333 1336 rBvV 125100 90292 2.27% 0.260%
15 10.010 1343 1347 1351 rBV 1228241 1150785 28.94% 3.308%

16 10.428 1416 1418 1421 rVB 152866 108006 2.72% 0.310%
17 10.645 1449 1455 1458 rBV 35608 47834 1.20% 0.137%
18 10.804 1478 1482 1486 rBV 2354843 2307352 58.03% 6.632%
19 10.904 1495 1499 1508 rVB 107381 132180 3.32% 0.380%
20 11.351 1572 1575 1577 rBV 69653 50522 1.27% 0.145%

21 11.504 1597 1601 1604 rBV 1197413 1041306 26.19% 2.993%
22 12.016 1684 1688 1693 rBV 100644 93067 2.34% 0.267%
23 13.098 1867 1872 1875 rBV 3016425 3141223 79.00% 9.029%
24 13.974 2017 2021 2030 rBV 551278 529483 13.32% 1.522%
25 14.157 2048 2052 2055 rBV 991390 874516 21.99% 2.514%

26 14.621 2127 2131 2137 rBV2 49861 64758 1.63% 0.186%
27 14.915 2178 2181 2192 rBV 238458 293649 7.38% 0.844%

28 15.698 2308 2314 2319 rBV 582966 776556 19.53% 2.232%
29 16.221 2399 2403 2411 rVB2 63716 109826 2.76% 0.316%

Sum of corrected areas: 34792249
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031918\
BF103777.D
20 Mar 2018 00:58

J1971-01

- JU/SJ

20 Sample Multiplier: 1

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 6

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

2.33 4.94 ng 208924 1,4-Dichlorobenzene-d4 6.97
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 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 41 (2.328 min): BF103777.D (-35) (-) m/z 73.10 100.00%
3
5000
43 55 87 S N —
| . 220 240  2.60
Ol et o b e e || M7z 43.05 32.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 N N SR
43 220 240 2.60
55 87 m/z 87.10 26.51%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L P S
220 240 2.60
5000 a1 55 m/z 55.00 24 .02%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T T T e
73 220 240 2.60

m/z 71.10 11.13%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,.... o

I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 5

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

5.23 4.95 ng 209406 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 534 (5.228 min): BF103777.D (-529) (-) m/z 43.00 100.00%
43
59
5000
i 5 o 50 5H0 5bo
83 : : : : :
o....,....I,':..+|,....,-....-,....,....,....,....,....,2.97.. m/z 59.00 60.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR U I
59 4.80 5.00 520 5.40 5.60
m/z 101.10 22.78%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 m/z 58.00 15.99%
43
0 71 83 og 123 141 159
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e B
50 4.80 5.00 520 5.40 5.60
m/z 41.10 8.99%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 unknown6.75 Concentration Rank 1

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

6.75 93.00 ng 3935480 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 793 (6.751 min): BF103777.D (-787) (-) m/z 131.95 100.00%
5000
68
‘ % 640 6.60 680 7.00
40 54 75 104 : : :
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00  33.82%
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
5000 67 DA S SR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 68.00 31.20%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 19.60%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A
132 6.40 6.60 6.80 7.00
m/z 96.00 12.83%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.54 ng 132180 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1498 (10.898 min): BF103777.D (-1495) (-) m/z 57.05 100.00%
57
43 71

5000

J

99 10.60 10.80 11.00 11.20

113127141155

(o} m/z 43.05 72 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57
e J
71
5000 LIS L L L L L L L L LB
85 1060 1080 11.00 11.20
29 99 m/z 71.05 70.36%
. || T 8127141155160183107211 240
e e e e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 47.37%
85
29 %
o 113127141155169183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane R A BB maEst e
57 10.60 10.80 11.00 11.20
m/z 41.05 32.86%
43 71
5000 85
29 ‘ ‘ 99113 169 j
SIECINTI I A Yo N~ N S ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1060 1080 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.97 12.11 ng 529483 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 2020 (13.968 min): BF103777.D (-2017) (-) m/z 57.10 100.00%

57

5000

13.60 13.80 14.00 14.20

139 417 196

(o} m/z 83.10 96.37%
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 83
5000 111 T LN B T 1T LA B
13.60 13.80 14.00 14.20
m/z 55.00 93.13%
29
ok il 167 195 222 250 280 308 336
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
B BABRREEREN
13.60 13.80 14.00 14.20
5000 11 m/z 43.05 87.92%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol SR T
55 83 13.60 13.80 14.00 14.20

m/z 69.05 85.20%

5000

29

ol \ 167 196 238 266 294
S TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.92 6.72 ng 293649 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
3 Dodecanamide 199 C12H25N0 001120-16-7 43
4 2-Methvl-2-decanol 172 C11H240 003396-02-9 43
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 43

Abundance Scan 2182 (14.921 min): BF103777.D (-2178) (-) m/z 59.00 100.00%

5000

-

112128 14.60 14.80 15.00 15.20
154 184 221240 277294 320337 ' ' '
0 m/z 72.00 74 .17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128447: 9-Octadecenamide, (2)-
59

5000 41 LA L L L L LB LB LB LB
14 60 14. 80 15. 00 15 20
m/z 55.00 47 .56%
154 184 220238 264281
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
R RRRRE R R ey
14.60 14.80 15.00 15.20
5000 m/z 41.05 33.28%

83 111 141 170 196 229

EE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60440: Dodecanamide B T A o A
59 14.60 14.80 15.00 15.20
m/z 43.05 30.83%
5000

o”w””“”w””““.“”.”.““.”.””.“.””.”.”“.“q””.”.. e

%

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103777.D

Aca On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.83 ng 109826 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 Cvclopentadecane 210 C15H30 000295-48-7 92
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 2403 (16.221 min): BF103777.D (-2399) (-) m/z 57.00 100.00%
57 83
5000 111
139 165 27 082 16,00 16,20 16.40 16.60
o} ol ) m/z 83.10 89.71%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 o7
5000 LR LN B IR I
125 16.00 16.20 16.40 16.60
m/z 55.00 80.36%
ot d i, ‘ M ‘\ ! 43“?3 181 209 236 264 202 320 360 378
m/z--> 50 150 200 250 300 350 '
Abundance
57 83
16,00 16,20 16.40 16.60
5000 11 m/z 97.00 79.65%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol RS EmmEs o L
57 16.00 16.20 16.40 16.60
97 m/z 69.00 75.34%
5000
125
0 21, ‘J I ‘ 153 181 200 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103777.D

Acq On : 20 Mar 2018 00:58

Operator : JU/SJ

Sample : J1971-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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... 2.33 4.9 ng 208924 1 6.97 846356 20.0
2-Pentanone, 4-hy... 5.23 5.0 ng 209406 1 6.97 846356 20.0
unknown6.75 6.75 93.0 ng 3935480 1 6.97 846356 20.0
Heptadecane 10.90 2.5 ng 132180 4 11.50 1041310 20.0
n-Tetracosanol-1 13.97 12.1 ng 529483 5 14.16 874516 20.0
9-Octadecenamide, ... 14.92 6.7 ng 293649 5 14.16 874516 20.0
1-Heptacosanol 16.22 2.8 ng 109826 6 15.70 776556 20.0
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