LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

3?22'6 : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 4.916 478 481 490 rBvV2 46721 94329 2.47% 0.272%
2 5.339 549 553 577 rBY 1588814 3561145 93.17% 10.251%
3 6.375 725 729 743 rBVY 2104631 3666660 95.93% 10.555%
4 6.481 743 747 763 rVB 2818286 3822399 100.00% 11.003%
5 6.698 781 784 803 rVB 719119 862926 22.58% 2.484%
6 6.851 806 810 828 rBVY 2443764 2836919 74.22% 8.166%
7 7.275 877 882 898 rBY 1865262 2328941 60.93% 6.704%
8 7.980 998 1002 1020 rBY 1046908 1192625 31.20% 3.433%
9 9.057 1180 1185 1194 rBVvV 3782991 3773796 98.73% 10.863%
10 9.457 1246 1253 1258 rBV 202854 223234 5.84% 0.643%
11 9.657 1284 1287 1291 rBV 80425 73919 1.93% 0.213%
12 9.733 1296 1300 1310 rVvB 1388033 1313948 34.37% 3.782%
13 10.151 1369 1371 1375 rVB 124428 98019 2.56% 0.282%
14 10.369 1403 1408 1411 rBV 34670 47538 1.24% 0.137%

15 10.533 1431 1436 1448 rBV 2146546 2359181 61.72% 6.791%

16 10.627 1448 1452 1460 rVB 115247 145441 3.80% 0.419%

17 11.074 1524 1528 1530 rBV 82460 72878 1.91% 0.210%
18 11.221 1549 1553 1563 rBV 1386023 1316906 34.45% 3.791%
19 11.498 1597 1600 1604 rBV 52824 42749 1.12% 0.123%
20 11.751 1638 1643 1651 rBV2 223546 294929 7.72% 0.849%
21 12.439 1757 1760 1765 rBV 37120 52881 1.38% 0.152%
22 12.533 1773 1776 1780 rBV2 62091 75019 1.96% 0.216%
23 12.692 1801 1803 1807 rVB 50856 42497 1.11% 0.122%

24 12.810 1818 1823 1826 rBV 3229989 3445986 90.15% 9.919%
25 13.280 1899 1903 1908 rBV2 76192 126220 3.30% 0.363%

26 13.686 1969 1972 1978 rBV 179054 204056 5.34% 0.587%
27 13.862 1998 2002 2010 rBV 1196657 1267285 33.15% 3.648%

28 14.598 2124 2127 2135 rBV 376433 415432 10.87% 1.196%
29 15.292 2241 2245 2255 rVB 700517 982123 25.69% 2.827%

Sum of corrected areas: 34739981
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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

Abundance TIC: BF102687.D

3500000
3000000 6.48

2500000 6.85

6.37
2000000 7.27

5.34
1500000

1000000
6.70

500000

4.92

e B T e e e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102687.D
906

3500000 1281

3000000

2500000
10.53

2000000
1500000 9.73 11.22
7.98
1000000

500000

9.46 11.75 13.
t . 1(31510.37 i\o}.\63 11.07 11’\.50 A 12124532.6#) 13.28 i

R T T e B e 3 L e e e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102687.D

3500000
3000000
2500000
2000000
1500000

13.86

1000000 15.29

14.60
500000

e

Time--> 14.00 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\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 2.19 ng 94329 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 3-Pentanol 88 C5H120 000584-02-1 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 28
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 482 (4.922 min): BF102687.D (-478) (-) m/z 43.00 100.00%
43
59
5000
1o 460 4.80 500 520
83
o...,....,....,....','.'...,..:-|.~,...‘?9,....,.-...??...,'....,. m/z 59.00 62.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20
m/z 101.00 17.20%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
B RARAERARRSREEAS RRRY
4.60 4.80 5.00 5.20
5000 31 m/z 57.95 14 .68%
41
0 "'I'}§'I'?§'I"' 'I""I??"I""7P""I"??I'"'I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
3 50 4.60 4.80 5.00 5.20
m/z 41.00 7.45%
5000
41
LB ) ‘“47 53| 7 g9
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 unknown6.48 Concentration Rank 1

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

6.48 88.59 ng 3822400 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.481 min): BF102687.D (-743) (-) m/z 132.00 100.00%
5000 68 A\_
6 rrTyrTTTTpTT T T T T T T
40 _ 54 75 104 6.20 6.40 6.60 6.80
o R T ??.l.' -/ M - N m/z 68.05 39.74%
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
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.33%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24 .58%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 15.13%
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.21 ng 145441 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Hexadecane 226 Cl16H34 000544-76-3 78
Abundance Scan 1452 (10.627 min): BF102687.D (-1448) (-) m/z 57.10 100.00%
57
5000 85
[ 13 10,40 10.60 10.80 11.00
oY v — m/z 43.05 65.64%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LI IR UL S B
85 10,40 10,60 10.80 11.00
m/z 71.10 58.02%
o 290 | || 118 141 169 107 225 253 281 323 351 380
m'z--> 0 50 100 1éo 200 250 300 350
Abundance
57
10,40 1060 10.80 11.00
5000 P m/z 85.10 37.67%
29
o 113 141 169 197 225 253 281 309 338
m'z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane e
57 10.40 10.60 10.80 11.00
m/z 41.05 29.33%
5000 85
29
o M | M 141 160 107 225 253 206
m'z--> 0 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 : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 4_.48 ng 294929 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1643 (11.751 min): BF102687.D (-1638) (-) m/z 73.00 100.00%
60 73
5000 129 LWNﬂNV\JMMJW-
213 L B I
143157171185 1o 11.40 11.60 11.80 12.00
(o} m/z 43.10 93.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 LR AL URBLILE SRR UL B
nmnmnmnm
m/z 60.00 89.95%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11,60 11.80 1200
5000 129 m/z 57.05 73.59%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R B
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 72.11%
129
5000 29
143157 214
(o} B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.69 3.22 ng 204056 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 93

2 1-Nonadecene

3 Trichloroacetic acid. hexadecvl ...
octadecvl ester

4 Bromoacetic acid.
5 n-Nonadecanol -

266 C19H38 018435-45-5 91
386 C18H33CI1302 074339-54-1 91
390 C20H39Bro02 018992-03-5 91
284 C19H400 001454-84-8 90

Abundance Scan 1973 (13.692 min): BF102687.D (-1969) (-) m/z 57.05 100.00%
51
83
5000
13.40 13.60 13.80 14.00
181205229 . . . .
oLt 281 m/z 43.05 77.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L LB
111 13. 40 13 60 13. 80 14. 00
29 ‘ ‘ m/z 83.10 73 .24%
oL SR chaall. L S MUMS——
m/z--> 50 200 250 300 350 400
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 55.10 71.07%
125
ol 15 154 182 210 238 266
IR I o o e LA I A o o o o e e o I A
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester AR EEREE L
3 13.40 13.60 13.80 14.00
69 m/z 97.05 70.58%
97
5000
125
0 L1l ‘L J1$3 196 224
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020118\

Data File : BF102687.D

Aca On : 1 Feb 2018 15:44

Operator : SJ/JU

ﬁ?ggle : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.60 8.46 ng 415432 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
5 Hexanamide 115 C6H13NO 000628-02-4 47
Abundance Scan 2127 (14.598 min): BF102687.D (-2124) (-) m/z 59.00 100.00%
9
5000
41 Aw
8 114 14.20 14.40 14.60 14.80 15.00
1«) : : - : :
o -2, 100184 204222240 263 294 320337 | sz 72.00  63.46%
m/z--> 50 100 150 200 250 300
Abundance #174696: 13-Docosenamide, (2)-
59
5000 41 R DAL BRI ISR
14,20 14.40 14.60 14.80 15.00
337 m/z 55.05 44 _72%
ol15 | H\Jd ﬂ\ﬁ? e m\h‘154 184 206 234 254 276204 320 |
m/z--> 50 100 150 200 250 300
Abundance
59
14.20 14.40 14.60 14.80 15.00
5000 m/z 41.05 32.67%
41
o8 83 114 136154 184 220233 26451
m/z--> 50 100 150 200 250 300
Abundance #60440: Dodecanamide e o
59 14.20 14.40 14.60 14.80 15.00
m/z 43.10 29.67%
5000
28
86
0..“‘. IH‘ILH .“..l.‘.12.8.15‘§...19|9.... ———— e
m/z--> 50 100 150 200 250 300 1420 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020118\

Data File : BF102687.D

Acq On : 1 Feb 2018 15:44

Operator : SJ/JU

3?22Ie : J1405-05 TP-07(12-ST-LATERAL-LINE-E-OF-
ALS Vial : 4 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]
2-Pentanone, 4-hy... 4.92 2.2 ng 94329 1 6.70 862926 20.0
unknown6 .48 6.48 88.6 ng 3822400 1 6.70 862926 20.0
Heptacosane 10.63 2.2 ng 145441 4 11.22 1316910 20.0
n-Hexadecanoic acid 11.75 4.5 ng 294929 4 11.22 1316910 20.0
Heptadecyl heptaf... 13.69 3.2 ng 204056 5 13.86 1267290 20.0
13-Docosenamide, ... 14.60 8.5 ng 415432 6 15.29 982123 20.0
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