LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104049.D

Aca On : 29 Mar 2018 14:30 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1756-11 5X (OR-01-032718-A

ALS Vial : 7 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-BF032818.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 5.598 593 597 619 rBV 97822 362755 4_.76% 1.282%
2 6.598 764 767 787 rBV 133001 480890 6.31% 1.699%
3 6.733 787 790 811 rVB 303591 577691 7.58% 2.041%
4 6.969 826 830 848 rBV 375923 654373 8.58% 2.312%
5 7.116 852 855 868 rvVv 312627 424711 5.57% 1.501%
6 7.533 922 926 942 rBV 124966 337397 4_.43% 1.192%
7 8.245 1044 1047 1059 rBV 661952 881791 11.57% 3.116%
8 9.316 1225 1229 1237 rBV 626048 718230 9.42% 2.538%
9 9.380 1237 1240 1245 rVB 140171 132170 1.73% 0.467%
10 9.657 1279 1287 1291 rBvVS8 42220 95539 1.25% 0.338%

11 9.704 1291 1295 1300 rVvv3 67643 105566 1.38% 0.373%
12 9.910 1327 1330 1335 rVB 158458 142416 1.87% 0.503%
13 10.004 1342 1346 1351 rBV 961076 936823 12.29% 3.310%
14 10.410 1410 1415 1419 rBV 236645 226923 2.98% 0.802%
15 10.633 1448 1453 1455 rBV 76316 94236 1.24% 0.333%

16 10.798 1477 1481 1489 rBV 281677 396522 5.20% 1.401%
17 10.886 1493 1496 1506 rVB 203813 257397 3.38% 0.910%
18 11.333 1569 1572 1575 rBV 162157 131629 1.73% 0.465%
19 11.498 1597 1600 1603 rBV 709393 819442 10.75% 2.896%
20 11.521 1603 1604 1611 rVB 403611 418624 5.49% 1.479%

21 11.580 1611 1614 1617 rBV 83188 88490 1.16% 0.313%
22 11.763 1642 1645 1648 rVB 136427 102362 1.34% 0.362%
23 11.868 1659 1663 1669 rBV 2620868 2217341 29.08% 7.835%
24 12.004 1682 1686 1688 rBV 116078 132754 1.74% 0.469%
25 12.027 1688 1690 1697 rVB2 100568 122918 1.61% 0.434%

26 12.115 1701 1705 1707 rBV2 117632 139384 1.83% 0.493%
27 12.168 1712 1714 1717 rBV 103382 83320 1.09% 0.294%
28 12.568 1776 1782 1784 rBV 5030015 7623785 100.00% 26.939%
29 12.586 1784 1785 1792 rVV2 4360696 3530924 46.31% 12.477%
30 12.662 1794 1798 1803 rVB 1076345 986570 12.94% 3.486%

31 12.721 1804 1808 1816 rVB 505599 585814 7.68% 2.070%
32 12.933 1841 1844 1845 rBV 158619 148500 1.95% 0.525%
33 12.951 1845 1847 1853 rVV 500119 557891 7.32% 1.971%
34 13.080 1866 1869 1879 rVB 489759 550306 7.22% 1.945%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 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-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.286 1895 1904 1907 rBV2 105356 234557 3.08% 0.829%

36 13.386 1917 1921 1927 rBV3 156725 181151 2.38% 0.640%
37 13.962 2015 2019 2023 rBV3 92174 112763 1.48% 0.398%
38 14.057 2032 2035 2040 rBVZ2 94986 119020 1.56% 0.421%
39 14.156 2047 2052 2054 rBV2 698648 911449 11.96% 3.221%
40 14.180 2054 2056 2063 rVB 257274 292626 3.84% 1.034%

41 15.051 2199 2204 2214 rVB 189085 360994 4.74% 1.276%
42 15.245 2233 2237 2239 rBVY 145036 232227 3.05% 0.821%

43 15.633 2300 2303 2307 rBV 110201 146062 1.92% 0.516%
44 15.698 2310 2314 2327 rVB 350490 643465 8.44% 2.274%

Sum of corrected areas: 28299798
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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\BF032918\
BF104049.D

29 Mar 2018 14:30

JussJ

J1756-11 5X

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF104049.D

5.60

.73 6.97.12
668 7.53

O ==
Time-->

SN
LI B B B B B B B B |

5.50

2.50 3.00

3.50

4.00

4.50

5.00

7.50

LA
7.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF104049.D

11.87

12157

2.66

2.7212.98.08
12/03] 131339

04
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: BF104049.D
5000000
4000000
3000000
2000000
1000000 14.16 570
14.18 15.085.24  15.8
1319660
O [ —————————
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\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.73 17.66 ng 577691 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 789 (6.728 min): BF104049.D (-787) (-) m/z 132.00 100.00%

132
5000

6.40 6.60 6.80 7.00
01 m/z 68.10 46.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 R RARRRRRESEL S LR
6.40 6.60 680 7.00

51 78 m/z 134.00 33.17%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 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 66.00 27.97%
104
51 oo 66 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 6.40 6.60 6.80 7.00

m/z 96.00 19.00%

5000
o 104
39 51 ‘ 7( 90 117 I
| 11y | 1 Al 1y |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3 Tetradecane Concentration Rank 17

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

9.38 2.82 ng 132170 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1240 (9.380 min): BF104049.D (-1237) (-) m/z 57.05 100.00%
57
43

71

5000

9.00 9.20 9.40 9.60 9.80

113126 141 159 174 193

0 m/z 43.05 70.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43
71
5000 LA L L L L L L LB L LB}
85 9.00 9.20 9.40 9.60 9.80
29 m/z 71.10 61.58%
. “ A ‘ il %9 113 127 141 155 169 198
I I T E e e S R R AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
R st TR e
71 9.00 9.20 9.40 9.60 9.80
5000 m/z 85.05 34.66%
85
29
o 99 113 127 141 155 169 183 226
e 1 e s = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57 9.00 9.20 9.40 9.60 9.80
43 m/z 41.10 34 .59Y%
71
5000 85
29 99
OﬁJmHn \mmmmmm 212
e i o e e e S S I o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.41 4.84 ng 226923 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 60
2 Tetradecane 198 C14H30 000629-59-4 58
3 Decane. 3-methvl- 156 C11H24 013151-34-3 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 1415 (10.410 min): BF104049.D (-1410) (-) m/z 57.00 100.00%
57
43 71
5000
170 10.00 10.20 10.40 10.60 10.80
0 82 207 226 m/z 43.05 64.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38318: Dodecane
57
43
5000 & ERUNARER DR RN
a5 mmmmmmmmmm
29 m/z 71.10 63.82%
0 14 \‘ \‘\ H \‘ \‘ 9\\9 113 127 141 170
m/z--> 25 45 eb 85 160 150 150 160 180 260 250
Abundance
57
43 USRS AR SUNIA B
71 10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.05 44 .89%
29
ol 15 99 113 127 141 155 169 198
m/z--> 25 45 eb 85 160 120 150 160 180 260 250
Abundance #28429: Decane, 3-methyl- S T T T T
57 10.00 10.20 10.40 10.60 10.80
43 71 m/z 41.05 33.25%
5000
- 85
126
R T T P
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 140 160 180 200 22'0 10. oo 10. 20 10 40 10. 60 10 80

8270-BF032818_.M Fri Mar 30 11:55:58 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.89 6.28 ng 257397 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1497 (10.892 min): BF104049.D (-1493) (-) m/z 57.05 100.00%

57

5000

10.60 10.80 11.00 11.20

141 159175 195

o m/z 71.05 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L LB
10. 60 10 80 11. 00 11. 20
13 m/z 43.10 58.18%
. ‘ Ll 1160 197 225 253268 296
.”,””,”.q”.q”.q”.q.”w.“q.”..”..”..”..“..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B RREEEEE SRR s e
85 10.60 10.80 11.00 11.20
5000 Al m/z 85.10 42 .21%
ol 25 M3 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane T T T T
57 10.60 10.80 11.00 11.20
m/z 41.05 29.91%
85
5000 4

113
‘\ | ‘ 1l 141 169 197 22\6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.33 3.21 ng 131629 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heneicosane 296 C21H44 000629-94-7 74
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1571 (11.327 min): BF104049.D (-1569) (-) m/z 57.05 100.00%

g7

5000

11.00 11.20 11.40 11.60

113 141 163 182108

o m/z 71.10 67.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 TT [T T T T [T T I T[T T T T [TTTT]
4 11.00 11.20 11.40 11.60
m/z 43.10 65.94%
0 M am ae0 197010 240
AR RN ERE SRS ”.q”.q”.q.”w.”q.”..“..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
I EREEEE RS
11.00 11.20 11.40 11.60
5000 M 85 m/z 85.05 42 .60%
ol 15 U3 141 160 197 205 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester R e A
57 11.00 11.20 11.40 11.60
m/z 41.05 31.82%
85
5000
4
113
onnﬁﬁth,ﬂnm”w””“”w”.w””.”.””.”..”.””“”.. e = = I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 8 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.50 ng 102362 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 80
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 74
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 1645 (11.763 min): BF104049.D (-1642) (-) m/z 57.05 100.00%
57
5000 85
113 11.40 11.60 11.80 12.00
o..-.,l.-.'ll....l,s‘.‘.l??z.“...,........,...., m/z 71.05 73.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 L A DL BN SRR
85 1140 1160 11.80 12.00
29 m/z 43.05 64 .68%
o) M | | L1}3‘141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
11.40 11.60 11.80 12.00
5000 m/z 85.05 50.87%
85
o 29 113 141 169 197 225 253 281 323 351 380
HELER S UL SRS UL SRR SRR UL
m/z--> 50 100 150 200 250 300 350
Abundance #48842: Undecane, 6-ethyl- LA B R aan e
57 11.40 11.60 11.80 12.00
m/z 41.05 28.41%
5000
29 85 112
oLl hd IEES “..1.8‘.‘,.... e
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 54.12 ng 2217340 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1663 (11.868 min): BF104049.D (-1659) (-) m/z 74.00 100.00%
74
87
5000
43
15710 o 1011051 P asamasas 100005272 070 "11'60 1180 12,00 1220
0 ,....,....',.'.'..,":'!..",'....,..'..,....,....,.... ey | M/Z 87.00  72.42%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LI BULIL UL UL UL
43 11/60 11.80 12.00 12.20
7 143 m/z 43.10 29.35%
. TM ‘ﬂ n 10195129 | 157171185199213227241 270
miz-> 20 Jo 60 80 100 120 140 160 180 200 220 210 260
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.05 24._.02%
29 | o7 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T TP
74 11.60 11.80 12.00 12.20
a7 m/z 41.05 22.13%
5000 43
7
mz-> 20 Jo éo éo 100 150 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Anthracene, 1l-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.00 3.24 ng 132754 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 1H-Indene. 1-phenvl- 192 C15H12 001961-96-2 93
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 1685 (11.998 min): BF104049.D (-1682) (-) m/z 192.10 100.00%

192

5000
43 165
57 71 82 96 113 129139150 11.60 11.80 12.00 12.20 12.40
0 m/z 191.05 59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20 12.40
165 m/z 189.10 29.57%
H‘

44 63 74 86 96 115126 139 152 ‘w 176

AL IMRE M n Loah NSRS S S .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 190.00 18.19%
g 94 165
ol 27 39 51 63 115126 139 152 | 176
T T T T T T T T T T T [ T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54728: 1H-Indene, 1-phenyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 193.10 16.74%
5000
115 165
oL 2830 51 65 77 96 17126 139 152 | 176 M\ \
T T e e T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40

8270-BF032818_.M Fri Mar 30 11:56:02 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Anthracene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.03 3.00 ng 122918 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 81
Abundance Scan 1690 (12.027 min): BF104049.D (-1688) (-) m/z 192.10 100.00%
192
5000
B e 149 165 80 1200 1220 1240
ol 39 50 63 137 211 224 77 191.10 59 620
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192
5000
11.80 12.00 12.20 12.40
m/z 189.10 25.14%
oL 15 27 39 51 63 83 96 115157139152 J 176 h\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.80 12.00 12.20 12.40
5000 m/z 94.70 16.66%
165
27 39 50 63 82 96 115127139152 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54732: Anthracene, 1-methyl- R mEEEE RS S
192 11.80 12.00 12.20 12.40
m/z 190.10 16.40%
5000
83 g5
15 27 3950 70 | 115127130 152 \ °176 i
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF032818_.M Fri Mar 30 11:56:03 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.12 3.40 ng 139384 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 38
4 Propvne. 1.3-diphenvl- 192 C15H12 004980-70-5 14
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 14

Abundance Scan 1706 (12.121 min): BF104049.D (-1701) m/z 190.10 100.00%
190
5000
63 83 139150 163 11.80 12.00 12.20 12.40
Ol 2. 21 11z P10 m/z 189.10 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000
11.80 12.00 12.20 12.40
95 m/z 192.10 41 .54%
o2 & 6374 | 111120 137 150 13174 |
m/z--> 20 45 60 86 100 120 140 160 180 200 220
Abundance
189
11.80 12.00 12.20 12.40
5000 m/z 191.10 36.34%
94
81 163
R R S S B WL B WL S I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190 11.80 12.00 12.20 12.40
m/z 94.50 26.76%
5000
o 29 44 63 74 97 109 133144 ¢ Tf 217
e A S A AP "SSPV AV AR PP Y il 11.80 12.00 12.20 12,40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.57 186.07 ng 7623790 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
Abundance Scan 1782 (12.568 min): BF104049.D (-1776) (-) m/z 67.05 100.00%
67 81
s000] 41
109
150164479 263 204 12.20 12.40 12.60 12.80
A — 192206220234 m/z 81.05 87.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AR DR DU U
nmnmnmnm
109 m/z 55.10 60.70%
o I 135149164178
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
n 67
81 nmnmnmn%'
5000 95 m/z 95.05 59.67%
109
o 124 150164178192 220234 263 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R R L R
nmnmnmnm
m/z 41.05 50.53%
5000 b
2
0‘ 223 L B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.59 86.18 ng 3530920 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 96

Abundance Scan 1786 (12.592 min): BF104049.D (-1784) (-) m/z 79.10 100.00%

5000

12.20 12.40 12.60 12.80 13.00
m/z 93.10 52.07%

135

o 150 173189204 222236 264 595

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000 LA L L L L L LI L L LB
12 20 12. 40 12 60 12.80 13. 00
”115 m/z 80.10 39.51%
180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 12 20 12. 40 12 60 12. 80 13.00
5000 o m/z 108.10 32.17%
29 11 - 264

o 125143 166180  557°"“p36 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester L e

12.20 12.40 12.60 12.80 13.00
m/z 95.10 31.23%

K

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80 13. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 24 .08 ng 986570 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1798 (12.662 min): BF104049.D (-1794) (-) m/z 74.00 100.00%
74
5000 S
43
143 055
9 97 199 208 12.40 12.60 12.80 13.00
o...,....,|'...ﬁl,..'l..,!!..'-,'..1'.1.?..1..,|:...~ bR 20 S Tm/z 87.00 76.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74 ﬂ
5000
143 - 298 12.40 12.60 12.80 13.00
‘ 199 m/z 43.05 30.29%
9
‘\‘ R ‘\‘ ‘H‘ ‘\ 115 ‘ 1 | 171 | “ | 227 | ‘\ a?o |
0"'I""I""I"' I""I""I""I""IIIII A SN A A SR D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
112,40 12,60 12.80 13.00
5000 m/z 55.05 23.59%
55 143 255
o7 199 298
o 115 171 227 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester T TR
74 12.40 12.60 12.80 13.00
m/z 41.05 21.25%
5000
43
143
10
LI O S N | N
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-BF032818_.M Fri Mar 30 11:56:05 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 16 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.29 5.15 ng 234557 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 89
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 83
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 58
Abundance Scan 1905 (13.292 min): BF104049.D (-1895) (-) m/z 57.05 100.00%
5000
141155169 187 13.00 13.20 13.40 13.60
of m/z 216.10 99 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74411: Pyrene, 1-methyl-
216
5000
13.00 13.20 13.40 13.60
95 m/z 71.05 90.64%
108 189
oL14 27 50 63 82 | | “122135150163176 | 202\J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
13.00 13.20 13.40 13.60
5000 m/z 215.10 79.97%
o5 108
o 49 63 81 122135150163176189202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74422: 11H-Benzo[b]fluorene
216 13.00 13.20 13.40 13.60
m/z 43.05 77 .68%
5000
108
o 57 94 | 139 163 1§9 ﬂ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60

8270-BF032818_.M Fri Mar 30 11:56:08 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 17 Eicosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.39 3.98 ng 181151 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 92
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 91
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72

Abundance Scan 1922 (13.392 min): BF104049.D (-1917) (-) m/z 216.10 100.00%
6
5000
43
13.00 13.20 13.40 13.60 13.80
o} m/z 74.00 96.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
13.00 13.20 13.40 13.60 13.80
43 143 226 m/z 86.95 78.43%
0 15 A ‘ \‘\ ‘\ A ng 115 | ‘ 171 199 227 255 2?3\ !
m/z--> ﬁo 45 eb 80 160 120 140 160 180 200 220 240 260 280 300 350
Abundance
74
13.00 13.20 13.40 13.60 13.80
5000 43 m/z 215.10 53.76%
143
326
97
oL15 115 171 199 227 p55 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester T T
74 13.00 13.20 13.40 13.60 13.80
m/z 143.05 26.34%
5000
43
143
ob. 26 Ll o7 s M g 185 gy 2 24
m/z--> %&6b%ﬁmmmmmmmnmmm%mmﬂ) anmmmnmmm

8270-BF032818_.M Fri Mar 30 11:56:09 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 18 Nonadecane, l1-chloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.47 ng 112763 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 60
2 Hexadecane. 1.1"-oxvbis- 467 C32H660 004113-12-6 50
3 Hexadecane 226 C16H34 000544-76-3 50
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 47
Abundance Scan 2019 (13.962 min): BF104049.D (-2015) (-) m/z 57.10 100.00%
57
5000
140 197 277302 13.60 13.80 14.00 14.20
0 ,Mﬂ 168 A e m/Zz 71.10  64.71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #146523: Nonadecane, 1-chloro-
57
5000 DR L B R
anmmmmm
29 | |8 m/z 226.10 63.81%
0 | \“ u‘ M ‘ ‘\\ \ 1 147 175 203 231 259 302
miz--> 0 §0 100 150 260 2%0 360 3%0 460 4éo
Abundance
57
225
13.60 13.80 14.00 14.20
5000 83 m/z 43.10 60.12%
111
29 41
o 169196 | 553 g7 423 465
LI SUALELLAS DAL S LIS UANLELEY SN SRR UL S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #83026: Hexadecane R AR EEEEE T
13.60 13.80 14.00 14.20
m/z 55.10 46 .17%
5000 85

141 169 197 226

m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 19 Heneicosanoic acid, methyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.61 ng 119020 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 95
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 93
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 89
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 87
Abundance Scan 2036 (14.062 min): BF104049.D (-2032) (-) m/z 74.00 100.00%
7
5000 43
13.80 14.00 14.20 14.40
0 m/z 86.95 90.32%
m/z--> 50 100 150 200 250 300 350
Abundance #177157: Heneicosanoic acid, methy! ester
74
43
5000 L U B SO B
Bmmmmmmm
143 m/z 43.10 46.51%
oL_25 ‘ H L5, | a7 199 223241 269 297317 340
m/z--> 55 100 150 200 2%0 360 350
Abundance
74
13,80 14.00 14.20 14.40
5000 43 m/z 234.00 34 .85%
143 354
.18 9115 171 199 997 255 pgp 311
m/z--> 55 160 150 260 250 360 3%0
Abundance #186936: Methyl 20-methyl-heneicosanoate T T
74 13.80 14.00 14.20 14.40
m/z 55.00 31.99%
5000
143 354
97 11
‘ ‘ ) ‘ 199 255
0:::: \\l\I\J\‘ \L‘wl\w]:wl?lw ‘|1|71|‘|{|‘|22|7|‘ {I ‘|2|83|‘ |‘||||‘| R R R R R
m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104049.D

Aca On : 29 Mar 2018 14:30

Operator : JU/SJ

Sample : J1756-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 20 3-Dimethylaminopropyl metha... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.05 11.22 ng 360994 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dimethvlaminopropvl methacrvla... 170 C9H18N20 005205-93-6 64
2 1-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 64
4 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
5 2-Propanol, 1-(dimethylamino)-, ... 145 C7H15NO2 032188-28-6 59

Abundance Scan 2204 (15.051 min): BF104049.D (-2199) (-) m/z 58.10 100.00%

58
5000

14.80 15.00 15.20 15.40

184 112133157 170199 222 247267287 322342 366386

Ol e e e e e e m/z 72.10 7.53%
m/z--> 0 50 100 150 200 250 300 350
Abundance #38930: 3-Dimethylaminopropyl methacrylamide
58
5000
14.80 15.00 15.20 15.40
m/z 157.10 6.06%
0 3% Ayl 8\4 ‘112 137 170
T T
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
I a BREmEEES
14.80 15.00 15.20 15.40
5000 m/z 59.00 5.78%
18 84 129 157
Ot e P
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58 14.80 15.00 15.20 15.40
m/z 55.00 5.72%
5000
101
30
ol Ay | N —
m/z--> 0 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\

Data File : BF104049.D

Acq On : 29 Mar 2018 14:30 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J1756-11 5X OR-01-032718-A

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
unknown6.73 6.73 17.7 ng 577691 1 6.97 654373 20.0
Tetradecane 9.38 2.8 ng 132170 3 10.00 936823 20.0
Dodecane 10.41 4.8 ng 226923 3 10.00 936823 20.0
Heneicosane 10.89 6.3 ng 257397 4 11.50 819442 20.0
Heptadecane 11.33 3.2 ng 131629 4 11.50 819442 20.0
Octacosane 11.76 2.5 ng 102362 4 11.50 819442 20.0
Hexadecanoic acid... 11.87 54.1 ng 2217340 4 11.50 819442 20.0
Anthracene, l1-met... 12.00 3.2 ng 132754 4 11.50 819442 20.0
Anthracene, 2-met... 12.03 3.0 ng 122918 4 11.50 819442 20.0
4H-Cyclopenta[def... 12.12 3.4 ng 139384 4 11.50 819442 20.0
9,12-Octadecadien... 12.57 186.1 ng 7623790 4 11.50 819442 20.0
9-Octadecenoic ac... 12.59 86.2 ng 3530920 4 11.50 819442 20.0
Methyl stearate 12.66 24_.1 ng 986570 4 11.50 819442 20.0
Pyrene, l-methyl- 13.29 5.2 ng 234557 5 14.16 911449 20.0
Eicosanoic acid, ... 13.39 4.0 ng 181151 5 14.16 911449 20.0
Nonadecane, 1-chl... 13.96 2.5 ng 112763 5 14.16 911449 20.0
Heneicosanoic aci... 14.06 2.6 ng 119020 5 14.16 911449 20.0
3-Dimethylaminopr... 15.05 11.2 ng 360994 6 15.70 643465 20.0
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