LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104357.D

Aca On 7 Apr 2018 14:14 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J2255-12 0«M1&DB£15U$
isc :

ALS Vial : 51 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 4.998 491 495 503 rvB 143231 145740 3.67% 0.626%
2 5.404 559 564 567 rBVY 1227356 1077984 27.14% 4.633%
3 6.416 732 736 745 rVB 829622 673266 16.95% 2.894%
4 6.569 757 762 765 rBVY 2128366 2039911 51.36% 8.768%
5 6.804 798 802 805 rBV 963826 827852 20.84% 3.558%
6 6.957 824 828 832 rVB 2823601 2809283 70.74% 12.075%
7 7.369 892 898 901 rBVY 2300640 2295790 57.81% 9.868%
8 8.087 1016 1020 1023 rVB 1357325 1096458 27.61% 4.713%
9 9.163 1198 1203 1206 rBY 4028884 3971531 100.00% 17.070%
10 9.551 1266 1269 1273 rBV 70178 69542 1.75% 0.299%
11 9.769 1303 1306 1309 rBV 72612 59186 1.49% 0.254%
12 9.839 1313 1318 1322 rVB2 1321625 1148841 28.93% 4.938%
13 10.269 1388 1391 1394 rVB 76450 64472 1.62% 0.277%
14 10.628 1447 1452 1455 rBV 1608396 1396218 35.16% 6.001%
15 10.745 1469 1472 1481 rVB 68775 68395 1.72% 0.294%

16 11.328 1567 1571 1574 rBV 1045861 882845 22.23% 3.795%
17 12.739 1807 1811 1814 rBV 195457 152180 3.83% 0.654%
18 12.922 1837 1842 1845 rBV 2709272 2762109 69.55% 11.872%
19 13.445 1928 1931 1934 rBV 120909 94928 2.39% 0.408%
20 13.816 1990 1994 2003 rBV 126111 132894 3.35% 0.571%

21 13.969 2016 2020 2023 rBV 857522 762059 19.19% 3.275%
22 15.421 2262 2267 2272 rBV 541114 688913 17.35% 2.961%
23 16.392 2425 2432 2440 rBvV4 23386 45564 1.15% 0.196%

Sum of corrected areas: 23265961
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104357.D

Aca On 7 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2255-12 040418-DBRI-E-U-S
ALS Vial : 51 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
Abundance TIC: BF104357.D
4000000
3000000 6.96
7.37
6.57
2000000
5.40
1000000 6az| 680
5.00
O A A e e e L A A
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: BF104357.D
4000000 al16
3000000
12.92
2000000
10.63
8.09 9.84
11.33
1000000
9.55 9. 10.27 10.75 12,(74 13.45
"t r—tr—_—— et 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: BF104357.D
4000000
3000000
2000000
1000000 13.97
A 15.42
13.82 ﬂﬁ
oA - e 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\BF040618\
Data File : BF104357.D

Aca On : 7 Apr 2018 14:14

Operator : JU/SJ

Sample : J2255-12

Misc :

ALS Vial : 51 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 3.52 ng 145740 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF104357.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101  ABEREAmanat T B
83 007 460 4.80 5.00 5.20 5.40
-ttt m/z 59.00 56.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR
460 4.80 5.00 5.20 5.40
m/z 101.00 21.31%
15 4 101
'"'|“ﬂ'|"'ww'"F?”'J"'w""l'“'l""w"'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 18.56%
43 101
31
15 41 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e e
59 460 4.80 5.00 5.20 5.40
m/z 41.00 8.75%
5000 41
T "'H "'l‘i"zq RN "'|1?§"%4?"' [rTrrrprroropToe R S R I
m/z--> 20 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104357.D

Aca On 7 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2255-12 040418-DBRI-E-U-S
ALS Vial : 51 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 2

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

6.57 49.28 ng 2039910 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104357.D (-757) (-) m/z 132.00 100.00%
5000 68
5 B maas B
40 _ 54 75 104 6.20 6.40 6.60 6.80 7.00
SN I vl A VAR M - N m/z 68.10 38.27%
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 RS AR LR
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.73%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SRR R SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.53%
3144 51 8
wwmwwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14_.67%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104357.D

Aca On 7 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2255-12 040418-DBRI-E-U-S
ALS Vial : 51 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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.74 3.99 ng 152180 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 32

Abundance Scan 1811 (12.739 min): BF104357.D (-1807) (-) m/z 56.10 100.00%
56
5000
i 129 239 2%7 AU AR U
97
3 i L 157 185 213 a1 12.40 12.60 12.80 13.00
e m/z 57.10 58.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 RN ---AA---- SRR
257 12. 40 12. 60 12. 80 13. oo
29 129 239 m/z 43.05 41 .94%
el H\. 3 | 157 185 w s 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 41.10 38.72%
29 73
97115 157 185 213 239257 L g
R R R R s L LA A L LA LA AN LRSS LAY LA AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #12841: Nipecotic acid
12.40 12.60 12.80 13.00

m/z 55.10 32.17%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF040618.M Mon Apr 09 06:52:33 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104357.D

Aca On : 7 Apr 2018 14:14

Operator : JU/SJ

Sample : J2255-12

Misc :

ALS Vial : 51 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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.45 2.49 ng 94928 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Butvl mvristate 284 C18H3602 000110-36-1 80
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1932 (13.451 min): BF104357.D (-1928) (-) m/z 56.10 100.00%
56
5000
73 129 267285
3 i | 1E|‘5 or 2] 340 13.20 13.40 13.60 13.80
Mol 1 L Tm/z 57.10 0 62.87%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.20 13.40 13.60 13.80
3 129 L85 267 m/z 43.00 45.80%
97 241
3 I Lol ass T oas PP | su |
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 55.10 39.75%
229
73 211
129 284
39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #12841: Nipecotic acid
57 13.20 13.40 13.60 13.80
m/z 41.00 39.59%
5000
30 84 129
101
.‘.L“,J.“..l.,.... e ]
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104357.D

Aca On 7 Apr 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J2255-12 040418-DBRI-E-U-S
ALS Vial : 51 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 6 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.49 ng 132894 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 1995 (13.821 min): BF104357.D (-1990) (-) m/z 57.10 100.00%
57
83
5000
111
139 13.60 13.80 14.00 14.20
| m/z 43.05 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 o7
5000
125 13.60 13.80 14.00 14.20
m/z 83.10 64 .16%
2 |l L L 559 18 209 26 204 202 a0 350 78
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 71.00 62.91%
29
139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3 13.60 13.80 14.00 14.20
69 m/z 55.05 62.80%
97
5000

125
Il 153 196 224

m\‘\h.
LA e B e B B B B

m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\

Data File : BF104357.D

Acq On 7 Apr 2018 14:14

Operator : JU/SJ

3?22'6 i J2255-12 040418-DBRI-E-U-S
ALS Vial : 51 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... 5.00 3.5 ng 145740 1 6.80 827852 20.0
unknown6 .57 6.57 49.3 ng 2039910 1 6.80 827852 20.0
Hexadecanoic acid... 12.74 4.0 ng 152180 5 13.97 762059 20.0
Octadecanoic acid... 13.45 2.5 ng 94928 5 13.97 762059 20.0
1-Heptacosanol 13.82 3.5 ng 132894 5 13.97 762059 20.0
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