LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 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-BF022218.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

5.087 507 510 520 rBV2 21941 55688 1.37% 0.226%
5.510 577 582 609 rBv2 127231 760274 18.66% 3.082%
rBv3 139460 539829 13.25% 2.188%
6.628 769 772 808 rvvV 1028006 2418893 59.38% 9.804%
6.857 808 811 833 rvv 379050 799725 19.63% 3.241%

abrwNPE
(0}
a1
N
(o4}
\l
a0l
o
\l
(9)]
()]
\l
()}
©

7.010 833 837 862 rvv 2123111 2912028 71.48% 11.803%
7.428 905 908 932 rBV 1398885 2632924 64.63% 10.672%
rvB 45374 61068 1.50% 0.248%
8.139 1026 1029 1056 rBV 479544 1119547 27.48% 4 ._.538%
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1 9.210 1208 1211 1229 rBV 3103900 4073882 100.00% 16.512%
11 9.622 1278 1281 1285 rBV 39886 47164 1.16% 0.191%
12 9.810 1309 1313 1316 rBvV 72746 72240 1.77% 0.293%
13 9.898 1325 1328 1341 rVV 871976 1097567 26.94% 4._.449%
14 10.304 1394 1397 1400 rBV 113150 91522 2.25% 0.371%
15 10.522 1429 1434 1437 rBV 36074 47897 1.18% 0.194%

16 10.692 1460 1463 1475 rBV 935202 1581600 38.82% 6.411%
17 10.780 1475 1478 1488 rVB 127007 188915 4.64% 0.766%
18 11.398 1579 1583 1598 rBV 695574 1152302 28.29% 4.671%
19 12.774 1814 1817 1821 rBV 156691 131401 3.23% 0.533%
20 12.980 1847 1852 1869 rBV 2527708 3028698 74.34% 12.276%

21 13.480 1933 1937 1941 rBV 112416 95095 2.33% 0.385%
22 13.857 1997 2001 2009 rBV 56745 81923 2.01% 0.332%
23 14.057 2031 2035 2051 rBV 552256 764501 18.77% 3.099%
24 14.263 2062 2070 2075 rBV7 19708 49766 1.22% 0.202%
25 14.863 2168 2172 2179 rBV 125700 122665 3.01% 0.497%
26 15.504 2277 2281 2286 rBV 30284 41909 1.03% 0.170%
27 15.562 2286 2291 2307 rvv2 308758 649301 15.94% 2.632%
28 15.945 2352 2356 2361 rBV2 29148 53589 1.32% 0.217%
Sum of corrected areas: 24671913
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031318\

BF103633.D

14 Mar 2018 6:22

SJ/Ju

J1895-02

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103633.D

7.01

7.43
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6.5

509 5.51 7.57
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Time-->
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TIC: BF103633.D

5.50 7.00

21

12.98

9.90 10.69

11.40
14

12.77 13.48
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Or——
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.8

10.50 11.00 11.50 12.00 12.50 13.00 13.50

TIC: BF103633.D

14.06
15.56

14.86 15.%& 15.94
T

6 14.26

Time-->

8270-BF022218.

14.00

17.50 18.00 18.50 19.00

14.50 15.00 15.50

16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 2

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

6.63 60.49 ng 2418890 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 772 (6.628 min): BF103633.D (-769) (-) m/z 132.00 100.00%
132
5000 68 P\\\~_
96 SRS SR S
40 54 6.20 6.40 6.60 6.80 7.00
o i’ e W27 577 68.00 43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
5000 NSRS SN AR S
6.20 6.40 6.60 6.80 7.00
33 44 o 105 m/z 134.00 32.52%
60 77 go 115
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 30.15%
158 189
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17 .54%
117
5000
29 91
w | Gew | ws)
| 1! | A wl | m
m/z--> 2'0 4'0 Io 8|O 1(I)O 12'0 14'10 1('30 15';0 2(|)O 620 640 660 6|80 760
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.28 ng 188915 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1478 (10.780 min): BF103633.D (-1475) (-) m/z 57.00 100.00%
g7
5000 85
113 10.40 10.60 10.80 11.00
oAby e e m/z 43.00 72.75%
m/z--> 50 100 150 200 250 300 350
Abundance
57
5000 SNSRI AU SUNIL I
85 10.40 10.60 10.80 11.00
m/z 71.00 62.65%
29 113 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10,60 10.80 11.00
5000 m/z 85.00 37.91%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L B
57 10.40 10.60 10.80 11.00
m/z 40.95 31.33%
5000
85
29
m/z--> 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\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.44 ng 131401 Chrysene-di12 14.06
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 58
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 43
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 Acetic acid, 2,4,4-trimethylpent... 172 C10H2002 1000368-95-3 37

Abundance Scan 1816 (12.769 min): BF103633.D (-1814) (-) m/z 56.00 100.00%
g6
5000 41
129
239 257 12.40 12.60 12.80 13.00
_— | | "|.'1!'-...‘,'.1..1? LA s s | M7z 57.00  55.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
5000 AR R SR U
41 1240 12160 12.80 13.00
73 129 057 m/z 43.00 44 .60%
26 101 157 185 213 29 283 312
Wmmmwwmwwm
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 41 m/z 41.00 41 .89%
73
26 97112 157 185 213 289257 o5 g
m‘m‘wwﬁmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- i B e T
56 12.40 12.60 12.80 13.00
m/z 55.00 34 .34Y%
5000
41

%

I ‘M 8 111 140 168 19

% A

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.49 ng 95095 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 64
2 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
Abundance Scan 1937 (13.480 min): BF103633.D (-1933) (-) m/z 55.95 100.00%
56
5000 4
‘ 97 1, 12 285
11| 143157171185, 241 267 13.20 13.40 13.60 13.80
.|....'||... !|.':|'|..|"l.|'..'.|"||..‘”“ l. ":!-'5|7'"'|""9|9"'|""|"'"|'|'"|'|"' m/z 57 .00 63.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
I U
5000 LRI BRI UGN BRI B
41 229 13.20 13.40 13.60 13.80
73 211 m/z 43.00 46 .38%
129 284
87101115 1431571717 255269
WWWTWWW”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
113.20 13.40 13.60 13.80
5000 41 m/z 41.00 41.83%
83
11

125139153167 182196210224238252266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #81262: Pentadecane, 8-methylene- I B B
13.20 13.40 13.60 13.80

m/z 55.00 34 .20%

5000

125140

154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Isobutyl tetradecyl carbonate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.86 2.14 ng 81923 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 87
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 83
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 81
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 81
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81

Abundance Scan 2002 (13.863 min): BF103633.D (-1997) (-) m/z 57.00 100.00%
57
83
5000 111 JJ
3 “ l | 207 ' 13.60 13.80 14.00 14.20
—— T m/z 54.95 79.87%
m/z--> 50 100 150 200 250 300
Abundance
i ,.,\«) WM./\*WW\«A'W\«/
5000 LN SIS B SULRLE AU
nmnmmmmw
83 " m/z 42.95  78.43%
29 139 168 196
m/z--> éo 160 150 200 2éo 300
Abundance
57
' 13.60 13.80 14.00 14.20
5000 m/z 69.00 58.74Y%
83
29 111 140 168
m/z--> o '50' ' "160' B '150' ' "200' B '250' B '300" B
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R REEmEmEm e
7 g3 13.60 13.80 14.00 14.20
m/z 83.00 54 _.91%
5000
‘\ \\ M ||| 10 188 190 55501 342
m/z--> 200 250 300 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103633.D

Aca On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample : J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.86 3.78ng 122665  perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene

3 3.7.11-Tridecatrienenitrile. 4.8...
4 7.11-Dimethvldodeca-2.6.10-trien...
5 5,9,13-Pentadecatrien-2-one, 6,1...

410 C30H50

231 C16H25N
208 C14H240
262 C18H300

007683-64-9 90
006006-01-5 72
125529-10-4 72
001117-52-8 72

Abundance Scan 2172 (14.863 min): BF103633.D (-2168) (-) m/z 69.00 100.00%
6o
5000
41 -
95 S B REEETAL
137 14.60 14.80 15.00 15.20
161
gl g gt 208 w/z 81.00 53.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000 TT T[T T i T I rrrrrrrt
a1 14.60 14.80 15.00 15.20
95 1o m/z 41.00 29.42%
199 175 203 231 273209 341367 410
e S o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
O e
14.60 14.80 15.00 15.20
5000 m/z 95.05 14.24%
41

95 137
117 163 191 217 245 273 299 341 367 410

| |
m/z--> 50 100 150 200 250 300 350 400

Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- B LR BE B n e B B S

69 14.60 14.80 15.00 15.20
m/z 68.00 10.65%

5000
41
5 136
hpdaaye |8 &
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
Data File : BF103633.D

Acq On : 14 Mar 2018 6:22

Operator : SJ/JU

Sample - J1895-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

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

TIC Top Hit name RT EstConc Units Response
unknown6.63 6.63 60.5 ng 2418890
Heptacosane 10.78 3.3 ng 188915
Hexadecanoic acid... 12.77 3.4 ng 131401
Butyl myristate 13.48 2.5 ng 95095
Isobutyl tetradec... 13.86 2.1 ng 81923
Squalene 14.86 3.8 ng 122665

8270-BF022218_.M Wed Mar 14 12:36:11 2018

|--Internal Standard---|
Resp Conc]|

|#

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

RT

799725
1152300
764501
764501
764501
649301
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