LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

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:\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
1 5.104 511 513 524 rBV 55892 99315 2.88% 0.334%
2 5.493 576 579 608 rBY 2338928 3445011 100.00% 11.569%
3 6.504 748 751 770 rBVY 2193975 3409202 98.96% 11.449%
4 6.640 770 774 792 rVB 2992425 3223686 93.58% 10.826%
5 6.863 809 812 832 rVB 784807 924523 26.84% 3.105%
6 7.022 835 839 853 rBY 2086358 2314112 67.17% 7.771%
7 7.434 905 909 932 rBVY 1540072 2277895 66.12% 7.649%
8 8.151 1027 1031 1055 rBV 776011 1179136 34.23% 3.960%
9 9.028 1176 1180 1182 rBV 44191 52450 1.52% 0.176%
10 9.086 1186 1190 1199 rVB 218820 228053 6.62% 0.766%
11 9.222 1206 1213 1223 rBvV 2660648 3014777 87.51% 10.124%
12 9.328 1228 1231 1236 rvv2 43303 56587 1.64% 0.190%
13 9.398 1240 1243 1256 rBV 47761 104056 3.02% 0.349%
14 9.639 1280 1284 1287 rVB2 45843 40773 1.18% 0.137%
15 9.704 1291 1295 1303 rBV 33380 45715 1.33% 0.154%
16 9.904 1325 1329 1341 rVB 927702 1085296 31.50% 3.645%
17 10.292 1391 1395 1397 rBvV 91022 73534 2.13% 0.247%
18 10.316 1397 1399 1403 rVB 76950 56954 1.65% 0.191%
19 10.704 1461 1465 1477 rBV 1207726 1547881 44.93% 5.198%
20 10.792 1477 1480 1485 rVB2 47294 74167 2.15% 0.249%
21 10.898 1495 1498 1502 rVB 46742 42301 1.23% 0.142%
22 11.239 1551 1556 1559 rBV 37986 45785 1.33% 0.154%
23 11.333 1568 1572 1576 rBV2 42107 39449 1.15% 0.132%

24 11.404 1580 1584 1588 rBV 769841 849500 24.66% 2.853%
25 11.545 1605 1608 1612 rBV 228025 209623 6.08% 0.704%

26 11.610 1615 1619 1626 rVB3 39631 53152 1.54% 0.178%
27 11.669 1626 1629 1631 rBV 49476 45123 1.31% 0.152%
28 11.910 1668 1670 1673 rBV2 43279 53280 1.55% 0.179%
29 11.945 1673 1676 1682 rVB 1102565 957250 27.79% 3.215%
30 12.075 1695 1698 1701 rBV 55150 44885 1.30% 0.151%
31 12.427 1755 1758 1761 rBV2 28703 35967 1.04% 0.121%
32 12.463 1761 1764 1767 rVB 84402 66075 1.92% 0.222%

33 12.839 1824 1828 1830 rBV 156474 140278 4_.07% 0.471%
34 12.986 1849 1853 1861 rBV 1730545 1682578 48.84% 5.650%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.192 1883 1888 1892 rBV 247065 219659 6.38% 0.738%

36 13.533 1943 1946 1949 rBV 187252 166495 4._.83% 0.559%
37 13.863 1999 2002 2010 rBV 263012 310302 9.01% 1.042%

38 14.004 2023 2026 2031 rBV 102485 89121 2.59% 0.299%
39 14.063 2032 2036 2045 rBvV 638624 756921 21.97% 2.542%
40 14.180 2054 2056 2060 rVB 54927 50461 1.46% 0.169%
41 14.492 2106 2109 2114 rBV3 67921 92646 2.69% 0.311%

42 15.568 2288 2292 2303 rBVY 349175 574499 16.68% 1.929%

Sum of corrected areas: 29778473
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103564.D

5.49

5.10

6.50

64

7.02

7.43

6.86

0
Time-->

VA
L B R |

5.50

2.50

3.00

3.50

4.00

4.50

5.00

6.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103564.D

9.22

10.70

11.95

9.90
8.15

9.09
9. 9.8310 9640

2z
res 0190 111x

12.99

1319 41353

0
Time-->

11.50

9.50

10.00

10.50 11.00

9.00

12.00

12.50

13.00

13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF103564.D

14.06
15.57

13.86
14.094.18 14.49

Time-->

17.50

16.00 16.50 17.00

14.00 14.50

15.00 15.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 unknown5.10 Concentration Rank 11

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

5.10 2.15 ng 99315 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.098 min): BF103564.D (-511) (-) m/z 43.00 100.00%
43
59
5000
| e 1‘|’1 . 480 500 520 540
Ol el e e 2o | m/z 59.00  63.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57 R
5000 HRDE R L UL
480 5.00 5.20 5.40
29 101 m/z 101.00 15.93%
o> L | 7385
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 59 m/z 57.95 14.37%
15 101
31 83
G L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- A R
59 480 5.00 5.20 5.40
m/z 41.00 11.40%
5000
a1 101
0% '}?l?Z“'JU"H“i'z}'??"'l""l SRR R Y U R L I R
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 2 unknown6.64 Concentration Rank 1

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

6.64 69.74 ng 3223690 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 774 (6.640 min): BF103564.D (-770) (-) m/z 132.00 100.00%
5000
96
0 L | |3 s | W7z 6795 40304
'”'P'”I'”'P'”I”"P'”I”'W"”I”'W'”'I”'W T - - ¢
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.68%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 65.95 28.47%
33 44 g7 105
51 60 7078 g 115
ot e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.40 6.60 6.80 7.00
m/z 69.00 15.70%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|O 9'0 100 110 12'0 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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

o

Peak Number 4 Propanoic acid, 2-methyl-, ... Concentration Rank 7

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

9.09 4.20 ng 228053 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 83
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Pentanoic acid. 2.2.4-trimethvl-._.. 216 C12H2403 244074-78-0 43
4 2.5-Dimethvl-1.5-hexadien-3-ol 126 C8H140 017123-63-6 38
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38

Abundance Scan 1191 (9.092 min): BF103564.D (-1186) (-) m/z 71.00 100.00%
7
43
5000
56 83
| | | || | 111 120143 173 8.80 9.00 9.20 9.40
.”,”.ww”.“..,”.w.”.“.”,”.w.”.“.” P m/z 43.00 72 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43

56 8.80 9.00 9.20 9.40
83 m/z 56.00 32.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43

8.80 9.00 9.20 9.40

5000 m/z 82.95 27 .66%
56
27 83 og
0 111 17 143 159 173 198 215 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74087: Pentanoic acid, 2,2,4-trimethyl-3-hydroxy-, isobut...
43 8.80 9.00 9.20 9.40
m/z 41.00 24 .06%
56
5000 71
28 83
98
ol 18 Lol L %8 114128 143 161173
e e e & S i LA RATE S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 Phthalic acid, 8-chloroocty... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.94 ng 209623 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 8-chlorooctvl iso... 368 C20H29CI04 1000356-85-8 83
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 83
4 Phthalic acid. hept-4-vl isobutv... 320 C19H2804 1000356-78-3 83
5 Phthalic acid, 2-ethylhexyl prop... 320 C19H2804 1000309-00-2 78
Abundance Scan 1609 (11.551 min): BF103564.D (-1605) (-) m/z 149.00 100.00%
149
5000
57 N | S
41
76 104151 167 293 11.20 11.40 11.60 11.80
Olprrertrerbterbrertr e e e e || M7z 57.00 23.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #195329: Phthalic acid, 8-chlorooctyl isobutyl ester
149
5000 LR DR B BN S B
11.20 11.40 11.60 11.80
m/z 41.00 11.28%
o 45 76 104121 | 167 205 223 205 313
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149
11.20 11.40 11.60 11.80
5000 m/z 149.90 9.27%
4 70 223
0 g5 104121 167 205 261 279
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148035: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester EREEE .A. R
149 11.20 11.40 11.60 11.80

m/z 104.00 7.33%

5000

20 % 76 104121 | 167 205 2%3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80

8270-BF022218 .M Mon Mar 12 11:47:13 2018 Page: 7



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.84 3.71 ng 140278 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
Abundance Scan 1828 (12.839 min): BF103564.D (-1824) (-) m/z 57.00 100.00%
57
113 " 1260 12,80 13.00 13.20
3 141
0 ..,....;...|,..'..,'.-...'1,..1'.,.'...,....,1.‘?.9. o e || M7z 71.00  68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane
57
5000 85 LI U BULRLN BRI U
12 60 12. 80 13. oo 13 20
m/z 43.00 66.29%
\‘ | 11\3 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

o
N
©

12.60 12.80 13.00 13.20
5000 85 m/z 85.00 49.24%

29
13 141 169 197 205 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane i RSt e ate
57 12.60 12.80 13.00 13.20
m/z 41.00 26.17%
5000 85
29 113
ol 4 141 169 197 225 253 281 309 33
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.19 5.80 ng 219659 Chrysene-di12 14.06
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 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 1888 (13.192 min): BF103564.D (-1883) (-) m/z 57.00 100.00%

g7

- i JL_J

113 12.80 13.00 13.20 13.40 13.60
141 169
ol i Tt deose 21t Tm/z 71.00 61.97%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
5000 LA B L L L L L L L LB
85 12.80 13.00 13.20 13.40 13.60
m/z 43.00 61.60%
29
N 141 169 107 225 253 281 323 351 380
T S e
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
12.80 13.00 13.20 13.40 13.60
5000 m/z 84.95 41.12%
85
29
0 113 141 169 197 226
R o o R T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane N B Bt e
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 26.34%
5000 85
29
. ‘w ‘L‘] | “1f3dlﬁl 169 107 225 253 295 323 367
...,... A e o
m/z--> 50 100 150 200 250 300 350 12:80 13.00 13,20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 9 Ethanol, 2-(hexadecyloxy)- Concentration Rank 3

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

13.86 8.20 ng 310302 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87

2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Oxalic acid. isobutyl hexadecvl ... 370 C22H4204 1000309-38-1 74
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74

Abundance Scan 2002 (13.863 min): BF103564.D (-1999) (-) m/z 57.00 100.00%
7
5000

13.60 13.80 14.00 14.20
m/z 43.00 74.46%

N 125140155169183197211225239
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #133067: Ethanol, 2-(hexadecyloxy)-
5000 LIS L L L LB L B
13.60 13.80 14.00 14.20
2 111 m/z 71.00 55.68%
25141155169 196 224 255 g
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
7 R R R RS
13.60 13.80 14.00 14.20
5000 85 m/z 55.00 52.67%

29 1%°110133147161175 288

5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 57
71
5000
111
125
0 2? 141155169183197 224 253 269

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

13. 60 13. 80 14. 00 14. 20

m/z 83.00 39.36%

L

13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 10 Bis(2-ethylhexyl) phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.35 ng 89121 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 83
2 Phthalic acid. cvcloheptvl isohe... 346 C21H3004 1000322-83-1 64
3 Phthalic acid. di(hex-3-vl) ester 334 C20H3004 1000356-96-7 59
4 Phthalic acid. isohexvl 2-methvl... 334 C20H3004 1000356-91-0 59
5 Phthalic acid, 4-chlorophenyl 2-._. 388 C22H25C104 1000315-51-6 53
Abundance Scan 2025 (13.998 min): BF103564.D (-2023) (-) m/z 148.90 100.00%
149
5000 57
167
113 43, 279 13.60 13.80 14.00 14.20 14.40
o,....,“...'!- '||-'§ il bbb 22020 Tm/z 57.00 44.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #207665: Bis(2-ethylhexyl) phthalate
149
5000 AL AU SO U B
57 167 13.60 13.80 14.00 14.20 14.40
m/z 167.00 29.11%
. e 1 im 261 7°
miz-> 20 40 60 éo 100 120 150 160 180 200 220 240 260 280
Abundance
149
13.60 13.80 14.00 14.20 14.40
5000 m/z 71.00 24 _77%
- a5 167
ol 27 41 | 69 104 127 234 21
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172455: Phthalic acid, di(hex-3-yl) ester L o T
149 13.60 13.80 14.00 14.20 14.40
m/z 70.00 23.33%
5000
167
ol 29 4? 56 84 104 122 \ 233 251
miz-> 20 40 6|0 80 1(')0 120 140 160 180 200 220 240 2('30 280 13.60 13.80 14.00 14.20 14.40

8270-BF022218 .M Mon Mar 12 11:47:15 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103564.D

Aca On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample = J1855-09

Misc :

ALS Vial : 15 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 11 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.45 ng 92646 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexadecane 226 C16H34 000544-76-3 70
3 Triacontane 422 C30H62 000638-68-6 50
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 50
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 2109 (14.492 min): BF103564.D (-2106) (-) m/z 57.00 100.00%
57
5000
397 L AR L B B
152 185 220 247 273295 14.20 14.40 14.60 14.80
0! m/z 43.00 60.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LRI UL B UL B
mmmmmmmm
m/z 71.00 58.95%
0 ,'ﬂgg i LI h\ | 4t 169 107 225 258 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14,20 14.40 14.60 14.80
5000 85 m/z 55.00 44 _35%
L2 113 141 169 197 226
miz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane I EAmEmEEE RS
57 14.20 14.40 14.60 14.80
m/z 85.00 42 .59%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460 1450 1440 1460 1480

8270-BF022218 .M Mon Mar 12 11:47:15 2018 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030918\
Data File : BF103564.D

Acq On : 9 Mar 2018 18:27

Operator : SJ/JU

Sample - J1855-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
unknown5.10 5.10 2.1 ng 99315 1 6.86 924523 20.0
unknown6 .64 6.64 69.7 ng 3223690 1 6.86 924523 20.0
Propanoic acid, 2... 9.09 4.2 ng 228053 3 9.90 1085300 20.0
Phthalic acid, 8-... 11.55 4.9 ng 209623 4 11.40 849500 20.0
Hexadecane 12.84 3.7 ng 140278 5 14.06 756921 20.0
Heptacosane 13.19 5.8 ng 219659 5 14.06 756921 20.0
Ethanol, 2-(hexad... 13.86 8.2 ng 310302 5 14.06 756921 20.0
Bis(2-ethylhexyl)... 14.00 2.4 ng 89121 5 14.06 756921 20.0
Eicosane 14.49 2.5 ng 92646 5 14.06 756921 20.0
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