LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 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-BF010918.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 4.928 479 483 494 rVB 204523 298513 7.54% 0.903%
2 5.334 547 552 555 rBVY 3408741 3825672 96.62% 11.567%
3 6.363 721 727 730 rBVY 3416129 3873293 97.82% 11.711%
4 6.492 744 749 752 rBVY 3927625 3834123 96.83% 11.593%
5 6.716 784 787 791 rBVY 1014363 828947 20.94% 2.506%
6 6.875 810 814 817 rBVY 3277847 2959883 74.75% 8.949%
7 7.286 878 884 887 rBVY 2472225 2470917 62.40% 7.471%
8 7.998 1001 1005 1009 rBvV 1256271 1106103 27.93% 3.344%
9 9.080 1183 1189 1192 rBV 4158145 3959613 100.00% 11.972%
10 9.469 1251 1255 1258 rBV 352862 320116 8.08% 0.968%
11 9.686 1283 1292 1295 rBV 114888 96376 2.43% 0.291%

12 9.751 1299 1303 1307 rVB2 1261359 1148071 28.99% 3.471%
13 10.186 1373 1377 1380 rVB 141359 121069 3.06% 0.366%
14 10.404 1409 1414 1416 rBV 39581 49968 1.26% 0.151%
15 10.545 1431 1438 1441 rBV 2413599 2248421 56.78% 6.798%

16 10.657 1454 1457 1465 rBV 131552 126772 3.20% 0.383%
17 11.239 1552 1556 1559 rBV 1115665 1025178 25.89% 3.100%

18 12.645 1791 1795 1798 rBV 93507 72190 1.82% 0.218%
19 12.821 1821 1825 1829 rBV 2707176 2773985 70.06% 8.387%
20 13.351 1912 1915 1917 rBV 56479 46219 1.17% 0.140%

21 13.715 1973 1977 1986 rBV 277489 273236 6.90% 0.826%
22 13.868 1999 2003 2007 rBV 828865 713625 18.02% 2.158%

23 14.345 2079 2084 2091 rBV2 43179 67638 1.71% 0.205%

24 15.292 2240 2245 2249 rBV 637822 749181 18.92% 2.265%

25 15.774 2324 2327 2334 rVB6 28653 43567 1.10% 0.132%

26 17.209 2568 2571 2580 rVB9 21890 40991 1.04% 0.124%
Sum of corrected areas: 33073667
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011918\

BF102242.D

20 Jan 2018 2:52

SJ/JuU

J1114-11

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.93 7.20 ng 298513 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 483 (4.928 min): BF102242.D (-479) (-) m/z 43.00 100.00%
43
59
5000
1o 460 480 5.00 520
0 ...,....,....,..?7.','::..,??:!i....,....,??..,....,|....,. m/z 59.00 54.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 5.00 520
m/z 101.10 18.36%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 5.00 520
5000 m/z 58.00 14 .57%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e R
50 4.60 4.80 5.00 5.20
m/z 40.95 8.98%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.49 92.51 ng 3834120 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27

2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 749 (6.492 min): BF102242.D (-744) (-) m/z 131.95 100.00%
5000 68
IR AREE RS LR
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
o R . ??.l.' S -/ M SN | N m/z 68.10 38.70%
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 RS AR LSS A
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.20%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
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 m/z 66.00 24 .68%
o 15 28 39 52 © 7 104 6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 6.20 6.40 6.60 6.80
m/z 69.10 15.66%
117
5000
39 91
51
M AN O 30730 -SSR | 6 N
m/z--> 10 20 30 40 50 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\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.11 ng 121069 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 80
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
Abundance Scan 1378 (10.192 min): BF102242.D (-1373) (-) m/z 57.10 100.00%
57
43
5000 85
71
9 113 126 9.80 10.00 10.20 10.40 10.60
o} m/z 43.05 54 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 %7
5000 n USRS BN BN
a5 9.80 10.00 10.20 10.40 10.60
29 m/z 85.10 44 _06%
ol L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240
Abundance
57
43 7 9.80 10.00 10.20 10.40 10.60
5000 g5 m/z 71.10 35.13%
29 9
o 113127 141 155 169182 196 210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 9.80 10.00 10.20 10.40 10.60
m/z 41.00 30.13%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.47 ng 126772 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 1458 (10.663 min): BF102242.D (-1454) (-) m/z 57.05 100.00%
g7
5000 85
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
\ 113 141 10.40 10.60 10.80 11.00
ol b g 28 " m/z 71.05 68.15%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 10.40 10.60 10.80 11.00
m/z 43.05 61.42%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 43.02%
85
29
0 113 141 169 197 226
rrrr7rrTT T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57 10.40 10.60 10.80 11.00
m/z 41.10 25.36%
5000 85
29
m/z--> 50 1c')o 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.02 ng 72190 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 59
4 5-Methyl-5-hexen-3-ol 114 C7H140 067760-89-8 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1794 (12.639 min): BF102242.D (-1791) (-) m/z 56.10 100.00%

56
5000

73
or 129 185 o7 23977 12.40 12.60 12.80 13.00

01 m/z 57.00 53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 23 12.40 12.60 12.80 13.00
m/z 41.00 48.79%
257
o T8 7 s BT gy s
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 43.05 47 .04%
2 & 257
129
o 101 157 185 213 2% 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester A o B
57 12.40 12.60 12.80 13.00
m/z 55.10 39.19%
5000 4
{ 239 957
213 ‘ H
gl IS s || s
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102242.D

Aca On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample : Jli114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.72 7.66 ng 273236 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Octacosanol 410 C28H580 000557-61-9 94
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 94

Abundance Scan 1978 (13.721 min): BF102242.D (-1973) (-) m/z 57.00 100.00%
517
97
5000
125
153 207 13.40 13.60 13.80 14.00
O——’ m/z 55.00 81.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L LB B |
111 13.40 13.60 13.80 14.00
29 ‘ ‘ m/z 43.05 77.30%
A SR chaall. L S MUMS——
m/z--> 50 200 250 300 350 400
Abundance
55 83
R e A AEREEEEE R
13.40 13.60 13.80 14.00
5000 111 m/z 97.10 73.04%
29
. 139 167 196 238 266 204
L e o o o e e o L o e e N LA o s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
83 13.40 13.60 13.80 14.00
m/z 83.10 68.89%
5000 1
29 139
0 \‘\ A ‘ I JL i 41(.37 196 224 252 280 308
B o o o e L A e e e LA e o o
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102242.D

Acq On : 20 Jan 2018 2:52

Operator : SJ/JU

Sample - Ji1114-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.93 7.2 ng 298513 1 6.72 828947 20.0
unknown6 .49 6.49 92.5 ng 3834120 1 6.72 828947 20.0
Hexadecane 10.19 2.1 ng 121069 3 9.75 1148070 20.0
Heptacosane 10.66 2.5 ng 126772 4 11.24 1025180 20.0
Hexadecanoic acid... 12.64 2.0 ng 72190 5 13.87 713625 20.0
Heptadecyl heptaf... 13.72 7.7 ng 273236 5 13.87 713625 20.0
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