LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107541.D

Aca On - 20 Jul 2018 23:11

Operator : JU/SJ

3?22Ie ; J4057-01 e
ALS Vial : 15 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .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 5.213 485 489 505 rBV 897992 1287574 17.22% 1.812%
2 5.607 551 556 593 rBY 5393886 7440899 99.54% 10.471%
3 6.607 721 726 745 rBVY 5439614 7475300 100.00% 10.519%
4 6.748 745 750 769 rVB 6068837 7230348 96.72% 10.175%
5 6.972 784 788 806 rBVY 1924832 2107881 28.20% 2.966%
6 7.131 810 815 831 rBVY 4958262 5522329 73.87% 7.771%
7 7.536 879 884 903 rBVY 4298563 4755510 63.62% 6.692%
8 8.254 1002 1006 1018 rBVY 2671086 2859022 38.25% 4.023%
9 9.330 1184 1189 1198 rBvV 7274863 7263031 97.16% 10.221%
10 9.401 1198 1201 1204 rVB2 71198 89702 1.20% 0.126%

11 9.719 1251 1255 1261 rBV 520371 511951 6.85% 0.720%
12 9.872 1278 1281 1283 rBV2 89166 79108 1.06% 0.111%
13 9.919 1286 1289 1293 rVB2 121401 120703 1.61% 0.170%
14 10.013 1299 1305 1310 rBV 2897790 2913674 38.98% 4_.100%
15 10.419 1371 1374 1378 rVB2 111616 123350 1.65% 0.174%

16 10.807 1436 1440 1449 rBV 4433153 5176237 69.24% 7.284%
17 10.913 1454 1458 1461 rVvVv 143994 188862 2.53% 0.266%
18 11.507 1555 1559 1563 rBV 2875457 2873287 38.44% 4.043%
19 12.019 1643 1646 1652 rBV 524186 609658 8.16% 0.858%
20 12.724 1763 1766 1770 rBV 308624 257220 3.44% 0.362%

21 12.954 1803 1805 1812 rVB 310972 359563 4.81% 0.506%
22 13.095 1825 1829 1832 rBV 6058341 5686885 76.08% 8.003%
23 13.971 1975 1978 1986 rVB 399016 443420 5.93% 0.624%
24 14.154 2005 2009 2013 rBV 2273117 2228106 29.81% 3.135%
25 14.601 2082 2085 2091 rBV3 220328 289442 3.87% 0.407%

26 14.918 2137 2139 2142 rVB 183496 168992 2.26% 0.238%
27 15.277 2197 2200 2204 rVB 224534 251399 3.36% 0.354%

28 15.689 2265 2270 2278 rVB 1850021 2525174 33.78% 3.553%
29 16.148 2345 2348 2353 rVB2 166033 223147 2.99% 0.314%

Sum of corrected areas: 71061774
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107541.D
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Abundance TIC: BF107541.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.21 12.22 ng 1287570 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 488 (5.207 min): BF107541.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 RS SRR R
480 500 520 5.40 5.60
Ol 700 B3O | ama e ee e g g3
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 SRS DS R S
410 480 500 520 5.40 5.60
290 101.0 m/z 58.00 16.93%
0"|""|"JHN"'h*t“qqg“l*l""z?ﬁ'l'qqgl""w"'l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 5.40 5.60
5000 m/z 101.10 16.23%
59.0
o 21.0 690 830 go0 00
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- REa e EREREE RaaL
54.0 480 500 520 5.40 5.60
m/z 41.00 7.81%
5000 41.0
31.0
69.0 87.0
0 15.0 ‘M ‘ ‘\ \‘ SO'Q H‘ : “ 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.75 Concentration Rank 1

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

6.75 68.60 ng 7230350 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 750 (6.748 min): BF107541.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 _TTF**W***L"**W*T*Wﬂ
40.0 54.0 J 6.40 6.60 6.80 7.00
oM'.l?,l-?. TN m/z 68.00 40.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 35.40%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.90%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.25%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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

15.0

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.24 ng 609658 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1646 (12.019 min): BF107541.D (-1643) (-) m/z 59.95 100.00%
60.0
5000
910 129.1 ﬂ\
3 1711 2132 256.1 59, 5 1180 1200 12.20 12.40
0 - m/z 73.00 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 L B SR UL B
11.80 12.00 12.20 12.40
213.0 m/z 43.00 89.00%
‘ 157.0 185.0
0 |||||‘l||‘i‘l‘n”|“lu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
" 11/80 12,00 12.20 12.40
5000 129.0 m/z 57.00 89.00%
97.0 199.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid R B A ma
43.0 || 73.0 11.80 12.00 12.20 12.40
m/z 55.00 80.92%
5000 129.0

%

241.0

284.0

207.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Docosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.97 3.98 ng 443420 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 92
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 1978 (13.971 min): BF107541.D (-1975) (-) m/z 57.05 100.00%
57.0
5000 97.1 vﬂAka”»f“vN\Hj\“”“‘”““j\“)AN
125.1 229.1 13.60 13.80 14.00 14.20
163.1
I l' O OLL Ty 2802 8153 8582 h/7 43.00  75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57.0 97.0
5000 13.60 13.80 14.00 14.20
29.0 H 125.0 ] 505.0 m/z 55.00 68.59%
oLl I ‘ ‘\J\\ﬂ‘h 38}??0902380 _280.0 i —
m/z--> 50 100 1 200 250 300 350
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 336.0 m/z 83.10 50.85%
. 28.0 13901610195022202510279030&0 ~W%AMNHM%meAvwWVfWVWMﬁW
m/z--> o '55' ' "160" "150" "200" "250" ' 500" "350
Abundance #127777: Cyclohexadecane, 1,2-diethyl- T
43.0 13.60 13.80 14.00 14.20
m/z 69.00 48 .79%
97.0 280.0
5000 70.0
125.0 251.0
ol e X N N
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107541.D

Aca On : 20 Jul 2018 23:11

Operator : JU/SJ

Sample : J4057-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.60 ng 289442 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
Abundance Scan 2085 (14.601 min): BF107541.D (-2082) (-) m/z 57.00 100.00%
57.0
5000
99.1 0 1440 14.60 14.80 1500
33 1 215 1 259 1 324.2 14.20 14.40 14.60 14.80 15.00
o] b i 2001 ZP7 259120019202 s652307.2 | e 0T 60 65
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 AL BRI B UL B
14:20 14.40 14.60 14.80 15.00
m/z 71.10 48.63%
o 26/0 ‘“‘Jggo 1410 18302260
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 47 .30%
99.0
oL 26.0 141.0 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane A EEE e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 24 .84%
5000
99.0
0 26l0) | | | | 1410 1839 2250 267.0 309.0 380.0
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80 15.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072018\

BF107541.D

20 Jul 2018 23:11

Ju/sJ

J4057-01

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.75

n-Hexadecanoic acid

1-Docosene
Hexadecane

8270-BF072018.M Mon Jul 23 13:51:57 2018

5.21 12.2 ng
6.75 68.6 ng
12.02 4.2 ng
13.97 4.0 ng
14 .60 2.6 ng

RT EstConc Units Response

Propane, 2-methyl. ..

1287570
7230350
609658
443420
289442

|--Internal Standard---|
| # RT Resp Conc]

1 6.97 2107880 20.0
1 6.97 2107880
4 11.51 2873290 20.0
5 14.15 2228110 20.0
5 14.15 2228110 20.0
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