LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\

Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

3?22Ie ; J5590-01 e
ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 height area % max. total
1 2.134 5 8 21 rvB 345051 656022 12.44% 1.589%
2 2.352 39 45 58 rvB 550360 776547 14_.73% 1.881%
3 3.622 255 261 279 rBV 245683 513138 9.73% 1.243%
4 5.216 528 532 544 rVB 277739 343370 6.51% 0.832%
5 5.598 591 597 600 rBV 4263156 4633671 87.88% 11.221%
6 6.593 759 766 770 rBV2 4279291 5272454 100.00% 12.768%
7 6.740 785 791 794 rBV 4862071 4845537 91.90% 11.734%
8 6.963 826 829 833 rvB 73348 62195 1.18% 0.151%
9 7.122 852 856 860 rBV 3674712 3699714 70.17% 8.960%
10 7.534 918 926 929 rBV 2996361 3176731 60.25% 7.693%

11 9.328 1225 1231 1234 rBV 5812735 5170008 98.06% 12.520%
12 9.716 1291 1297 1300 rBV 831565 657611 12.47% 1.593%

13 10.322 1396 1400 1403 rBV 67781 86119 1.63% 0.209%
14 10.428 1412 1418 1421 rVB2 47848 66954 1.27% 0.162%
15 10.645 1450 1455 1458 rBV 49293 58284 1.11% 0.141%

16 10.804 1476 1482 1485 rBV 3129540 3215079 60.98% 7.786%
17 10.910 1496 1500 1503 rVB 89515 111766 2.12% 0.271%
18 12.010 1684 1687 1693 rBV 357512 358756 6.80% 0.869%
19 12.716 1804 1807 1811 rBV 106020 102801 1.95% 0.249%

20 12.945 1844 1846 1848 rBV 105786 75173 1.43% 0.182%
21 13.022 1857 1859 1862 rVB2 73284 59890 1.14% 0.145%
22 13.086 1866 1870 1873 rVB 4461910 4382092 83.11% 10.612%
23 13.357 1914 1916 1922 rVB 82974 82788 1.57% 0.200%
24 13.645 1962 1965 1971 rVB2 79173 96790 1.84% 0.234%

25 13.963 2016 2019 2030 rVB 557271 618206 11.73% 1.497%

26 14.286 2071 2074 2077 rBV 131564 113916 2.16% 0.276%
27 14.598 2123 2127 2133 rVB 211104 242558 4.60% 0.587%
28 14.916 2177 2181 2187 rBV 170958 207357 3.93% 0.502%
29 15.268 2237 2241 2245 rBV 221357 240910 4._.57% 0.583%
30 15.674 2305 2310 2318 rVB 214733 300543 5.70% 0.728%

31 16.133 2383 2388 2394 rBV 212322 338706 6.42% 0.820%
32 16.186 2394 2397 2405 rVB5 59272 95532 1.81% 0.231%
33 16.674 2474 2480 2487 rVB 155135 280828 5.33% 0.680%
34 17.304 2581 2587 2597 rVB2 94357 204634 3.88% 0.496%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.056 2708 2715 2723 rVB3 55776 146678 2.78% 0.355%

Sum of corrected areas: 41293358

8270-BF101518.M Mon Oct 22 16:37:18 2018 Page: 2



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF101918\

BF110018.D

19 Oct 2018 22:18

JussJ

J5590-01

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF110018.D

6.74
5.60 6.59

7.12

7.53

5.22

6.96

0
Time-->

A
LA B B B R N L

7.00

I
4.50 5.00 7.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF110018.D

13.09

10.80

12.01

12.721218¢ 13,

10.82.4310.65/(10.91

0
Time-->

12.50 13.00

12.00

11.00 11.50

T
10.00

9.50 10.50

Abundance

5000000

4000000

3000000

2000000

1000000

13.64

TIC: BF110018.D

13.96

1429 1460 1492 1527  15.67 16.67
49 6. 17.30 18.06

1 1
I I

OL

Time-->

1
13.50

T
18.00 18.50

17.00

I
17.50

16.00 16.50

14.00

14.50 15.00

—T
15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 1 Cyclohexane Concentration Rank 4

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

2.13 210.96 ng 656022 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1-Hexene 84 C6H12 000592-41-6 59
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 7 (2.128 min): BF110018.D (-5) (-) m/z 56.05 100.00%
96
41 84
5000
69
U R U S U
5053 78 220 2.30 2.40 2.50
0.,....,....,....,....,....,....,.?4;.!!.,....;.:!!, e e || M/Z 41.05  60.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1456: Cyclohexane
56
41 84
5000 U AR AR AR LR
27 2.20 2.30 2.40 2.50
69 m/z 84.00 56 .51%
o 15 /30 38 44 51 ' 6165 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
56
a1 220 230 240 250
5000 m/z 55.05 41 _.69%
69 84
29
. 51 6265
C L L A AN LA B KAL) KAL) LA LA LR NLAR) KAL) KAL) AR KA LA AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 //\\
Abundance #1452: 1-Hexene LA L L B L L BN B
4 56 220 2.30 2.40 2.50
m/z 69.10 28 .36%
5000
27 69 84
0 15 ‘ﬁo 38 |44 51 || 6265 | 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 230 240 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.35 249.71 ng 776547 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 45 (2.352 min): BF110018.D (-39) (-) m/z 73.05 100.00%
73
5000 43
55 87
36, - 220 240 260 2.80
Obrrr e oot 82 b o e e e || M/ 43.05 40.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240 260 2.80
55 87 m/z 55.05 28.71%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AL L I
220 240 260 280
5000 41 55 m/z 87.05 26.02%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73 220 240 260 2.80
m/z 41.05 13.44%
5000 55
43
27
o B M“\ 163 || 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260  2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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

45

Peak Number 3 Propylene Glycol Concentration Rank 6

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

3.62 165.01 ng 513138 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 2-Butanol 74 C4H100 000078-92-2 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 261 (3.622 min): BF110018.D (-255) (-) m/z 45.00 100.00%
45
5000 /\\_
394 53 57 61 5 86 320 3.40 3.60 3.80 4.00
0 "I""I""I""I""I'"'I""I""I':#'! AR AR AL A Rk A kol A AL AR m/z  42.95 18.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45
5000 AR RAARE MR
320 3.40 3.60 3.80 4.00
29 m/z 61.00 5.81%
o 1519 2633 3942 535761 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance

3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 5.68%

o 1519 2731 3042 53 57 61 75
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(- i

-1,2-propanediol T T T T T
320 340 360 380 400

m/z 42.00 3.11%

5000
o 2
12177 26 33 394#\ 53 57 61 76
e e N

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.22 110.42 ng 343370 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 533 (5.222 min): BF110018.D (-528) (-) m/z 43.00 100.00%
43
59
5000
101 S L UL R
51 | 83 | 480 5.00 520 5.40 5.60
R L m/z 59.00 57.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S L UL R
480 5.00 520 5.40 5.60
m/z 101.10 19.17%
31 ‘ 83 o3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 14 _.73%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e BEam ma
59 480 5.00 520 5.40 5.60
m/z 41.05 8.19%
5000
41
0"|"'H““"Jlm”'?P“ﬁli""l??" 2 ""IL"'I""I""I"”I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 5 unknown6.74 Concentration Rank 1

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

6.74 1558.18 ng 4845540 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.740 min): BF110018.D (-785) (-) m/z 132.00 100.00%
32
5000 68
6 rTTrTTTTTTT T T T T T T
40 54 g2 | 75 104 6.40 6.60 6.80 7.00
o....,...:ll!..“ﬁ:!..,::.-.',..':.,..5.‘?,....,.':..,.1.1?.,....,~'...,.. m/z 68.10 40.85%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LSRN SRR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.90%
38 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
640 660 680 7.00
5000 67 m/z 66.00 26.24%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene e e
132 6.40 6.60 6.80 7.00

m/z 69.10 16.13%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L R

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 10

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

9.33 32.55 ng 5170010 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-fluoro- 172 C12H9F 000321-60-8 96
2 1,1"-Biphenyl, 4-fluoro- 172 C12H9F 000324-74-3 93
3 4-(2-Hydroxyphenyl)pyrimidine 172 C10H8N20 068535-55-7 53
4 5-Hydroxy-2-phenylpyrimidine 172 C10H8N20 066739-85-3 47
5 4-Pyrimidinol, 5-phenyl- 172 C10H8N20 022433-69-8 42

Abundance Scan 1231 (9.328 min): BF110018.D (-1225) (-) m/z 172.10 100.00%
172
5000
ISR SRS AR S
51 63 75 8 120 133 146 9.00 9.20 9.40 9.60
Ol 2w 99 100 S T TS m/z 171.10  35.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
5000 USSR SR SR
9.00 9.20 9.40 9.60
m/z 170.10 24 _.27%
ol 14 27 39 81 63 75 © 85 94 107 120 133 146 157 W\
e e e e e e ik
Abundance
172
9.00 920 9.40 9.60
5000 m/z 173.10 13.38%
0 28 30 51 63 73 % g4 105 120 133 151
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine T T
172 9.00 9.20 9.40 9.60
m/z 85.00 6.90%
5000
0 39 52 6372 8 q1gq 118 145 i
m/z--> 20 40 6|0 80 100 120 140 160 180 0.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 8 Phenol, 2,4,6-tribromo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.80 179.24 ng 3215080 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-tribromo- 328 C6H3Br30 000118-79-6 99
2 Phenol, 2,3,5-tribromo- 328 C6H3Br30 057383-81-0 99
3 2,4,6-Tribromo-2,5-cyclohexadienone 328 C6H3Br30 020244-61-5 95
4 1,10-Phenanthroline, 4,7-diphenyl- 332 C24H16N2 001662-01-7 10
5 Pyridine-3-carboxylic acid, 1,6-... 332 C16H13CIN202S 097651-28-0 9

Abundance Scan 1481 (10.798 min): BF110018.D (-1476) (-) m/z 329.80 100.00%

330
62

5000

10.40 10.60 10.80 11.00 11.20

0 m/z 331.80 95.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #168020: Phenol, 2,4,6-tribromo-
330
5000 62 [TrT I T[T T r[rrrr[rrrrrT
141 10.40 10.60 10.80 11.00 11.20
299 m/z 62.00 72.22%
37 9 111 170 1q7 2?0 301
ol rrrprbbe et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
330
R Al aamms B
10.40 10.60 10.80 11.00 11.20
5000 m/z 61.00 44 _13%
62 141
37 91 111 165 1y 222 290 301
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #168022: 2,4,6-Tribromo-2,5-cyclohexadienone e ,k. T
330 10.40 10.60 10.80 11.00 11.20

m/z 140.90 41 _.89%

5000

62
143
1837 | ot T 172 197 222 250 8 303

Ol perrrrrtrperer ot b prer e -

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10.80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 9 p,p"-DDE Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.02 10.51 ng 59890 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p,p"-DDE 316 C14H8CIl4 000072-55-9 99
2 o,p"-DDE 316 C14H8CIl4 003424-82-6 98
3 Benzene, 1,1"-(1,2-dichloro-1,2-... 316 C14H8CIl4 088970-69-8 96
4 9H-Fluorene, 9-(dichloromethylene)- 246 C14H8CI2 000835-17-6 78
5 Anthracene, 9,10-dichloro- 246 C14H8CI2 000605-48-1 78
Abundance Scan 1859 (13.022 min): BF110018.D (-1857) (-) m/z 246.00 100.00%
246
5000
43 7 1137 0 " 12:80 13.00 13.20 13.40
o} m/z 248.00 79 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #157669: p,p'-DDE
5000 N UL UM UGN B
12.80 13.00 13.20 13.40
m/z 317.90 56.31%
AEL 51 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
246
" 12:80 13.00 13.20 13.40
5000 m/z 176.05 39.12%
318
176
) 87 105123 150 193210 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #157672: Benzene, 1,1'-(1,2-dichloro-1,2-ethenediyl)bis[2-...
6 12.80 13.00 13.20 13.40
m/z 316.00 34 .50%
5000
39 63 87 105123 150
o} e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF101518.M Mon Oct 22 16:37:27 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 10 m,p*-DDD Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.36 14.53 ng 82788 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m,p"-DDD 318 Cl4Hi0Cl4 004329-12-8 91
2 1,2-Bis(2-chlorophenyl)-1,2-bis(... 470 C26H18Cl4 1000137-94-8 86
3 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10CI14 000072-54-8 80
4 3-Butanone, 1,l1-bis(4-chlorophen... 320 C18H18CI120 1000158-20-4 80
5 1,3,5-Triazine-2,4,6-triamine, N... 235 C6HON11 003576-88-3 30
Abundance Scan 1917 (13.363 min): BF110018.D (-1914) (-) m/z 235.00 100.00%
235
5000 165
A.......‘uuuuuuu)\'i‘uuu
50 88 195 199 13.00 13.20 13.40 13.60
o B T T e m/z 237.00 64 .99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159153: m,p'-DDD
235
165
5000 AR AR SRR SRS
13.00 13.20 13.40 13.60
75 199 m/z 165.00 42 .24%
‘ 101 3 ‘ 320
0|||||“|‘H‘|‘”‘|‘wuu‘||“'|i|”|‘M||k“|‘||‘|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
235
13.00 13.20 13.40 13.60
5000 165 m/z 236.00 18.09%
200
oL 470
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159160: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane R
235 13.00 13.20 13.40 13.60

m/z 239.10 14 _.16%

5000 165

199
28 51 7? 101 136 | 282 320

y L l " . N
LA L L L L L L L LI L L L L L

I
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60

8270-BF101518.M Mon Oct 22 16:37:28 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.65 16.99 ng 96790 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
2 Octadecane 254 C18H38 000593-45-3 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Hexadecane 226 Cl16H34 000544-76-3 74
5 Heptadecane 240 C17H36 000629-78-7 74

Abundance Scan 1966 (13.651 min): BF110018.D (-1962) (-) m/z 71.10 100.00%

m
43
5000

13.40 13.60 13.80 14.00
(0} m/z 43.10 74_79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA L B L L L LB
13. 40 13 60 13. 80 14. 00
4 m/z 85.10 67.79%
0 L o @ 141156 183 211 239 267 296
T T T e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
I R EREE RS
13.40 13.60 13.80 14.00
5000 A 85 m/z 57.10 64 .96%
o2 M3 141 169 107 205 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane R EmEEs e
57 13.40 13.60 13.80 14.00
m/z 83.10 27 .24%
113
ol 15 J I‘ I ) 71T, 1A 169 197 225 253268 296
e e e e e e e e e e e I o e o I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. 00

8270-BF101518.M Mon Oct 22 16:37:29 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_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 12 1-Heneicosanol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.96 108.54 ng 618206 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol
2 Octacosanol

3 n-Tetracosanol-
4 Behenic alcohol
5 1-Heptacosanol

312 C21H440
410 C28H580
354 C24H500
326 C22H460
396 C27H560

015594-90-8 95
000557-61-9 94
000506-51-4 91
000661-19-8 91
002004-39-9 91

Abundance Scan 2019 (13.963 min): BF110018.D (-2016) (-) m/z 57.10 100.00%
[~
¥ g
5000 11
13.60 13.80 14.00 14.20
139 168 229 oo Soh
o LA S ik P — m/z 43.10 90.12%
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LA L L L L L B
13.60 13.80 14.00 14.20
29 m/z 55.00 89.94%
oL \‘ H ‘H‘ \ 13 ‘167 19 238 266 204
— i e
mz--> 50 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 80.80%
125
29
o 77 153 181 209 236 264 292 322 364 392
T R il A sl
mz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A e e o
8 13.60 13.80 14.00 14.20
m/z 97.10 69.71%
- | /‘/\/JL—W
o 1[“ 4 J ; 41§7 195 222 250 280 308 336
L, : B e VNS NIM
mz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF101518.M Mon Oct 22 16:37:30 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 13 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.29 20.00 ng 113916 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2075 (14.292 min): BF110018.D (-2071) (-) m/z 57.10 100.00%
57
5000
7 127 14150 1420 1440 14560
183915249 : : : :
ob ALy is 280288 Wiz 71.10 67.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 L B B UL U
Mmmmmmmm
m/z 43.10 64 .95%
0 26 \\\H , 141 183 225 281 337 394
m/z--> éo 160 150 200 250 300 350 460 4éo 560 séo 660
Abundance
57
' 14.00 14.20 14.40 1460
5000 m/z 85.05 49_.77%
99
0 141 183 225 267 309 367
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241527: Tetratetracontane I EAmEmEEE RS
57 14.00 14.20 14.40 14.60
m/z 55.05 25.35%
5000
97
0 | 127 169 211 253 295 337 393 432463 505 561591
m/z--> éo 160 150 200 250 300 350 460 450 500 séo 660 14}00 14 20 14.40 14 60

8270-BF101518.M Mon Oct 22 16:37:31 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 14 Nonadecane, l1l-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .60 42 .59 ng 242558 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, l1-chloro- 302 C19H39cClI 062016-76-6 95
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Nonadecane, 2,6,10,14-tetramethyl- 324 C23H48 055124-80-6 78
5 Tricosane 324 C23H48 000638-67-5 70
Abundance Scan 2127 (14.598 min): BF110018.D (-2123) (-) m/z 57.10 100.00%
57
5000
97
27 324 14.20 14.40 14.60 14.80 15.00
o....,...L,J.ll.t.e,-l.‘s.gf.,z}?.???...,..l..,....,....,....,....,....,.. m/z 43.10  69.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #146523: Nonadecane, 1-chloro-
57
5000 AR AL DAL B B

14. 20 14. 40 14 60 14. 80 15. 00
F m/z 71.10 60.18%
2
| ‘ \‘ T\

1
11,133 175 217 259 302

o A e S D e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 43.33%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
T e e e T T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester N e o
43 14.20 14.40 14.60 14.80 15.00
m/z 55.10 41.20%
85
5000
25
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14. 40 14 60 14. 80 15. 00

8270-BF101518.M Mon Oct 22 16:37:32 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 15 Docosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .92 13.80 ng 207357 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Docosane 310 C22H46 000629-97-0 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2182 (14.921 min): BF110018.D (-2177) (-) m/z 57.10 100.00%

5000

141 169 14.60 14.80 15.00 15.20

211233256 282

0 m/z 71.10 62.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
m/z 43.10 60.40%
29 113
0 ‘L“JM‘ \\m X ﬂ1‘169 197 225 253 295 323 367
e e O
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e
14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 48.09%
29
. 113 141 169 197 205 253 281 310
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A REEmE e
57 14.60 14.80 15.00 15.20
m/z 41.05 22 _47%
5000 85
113
ol29) || J |14 169 107 225 253 281 309 337 365 393 422
o T ol L s S R SN
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF101518.M Mon Oct 22 16:37:33 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 16 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.13 22 .54 ng 338706 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2387 (16.127 min): BF110018.D (-2383) (-) m/z 57.10 100.00%
57
5000 85 J\F\MQVMNNWbV/\A\”—WMMAMAWN
113 15,80 16.00 16.20 16.40
141 169
o d b e 3O, 207 28T m/z 71.10 58.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L U SRR SR RS
mmmmmmmm
m/z 43.05 56.83%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 44.75%
. 29 113 141 169 107 225 253 295 303 367
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane B AL w e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.18%
- | J\'\"M’\j\/\&w\
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15. 80 16. 00 16 20 16. 40 '

8270-BF101518.M Mon Oct 22 16:37:34 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 17 1-Octadecanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.19 6.36 ng 95532 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 64
2 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 58
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 58
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 58
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 58
Abundance Scan 2398 (16.192 min): BF110018.D (-2394) (-) m/z 83.10 100.00%
57
5000 \/V\/\N\/\N\rﬂ/w
111
185 181 207 535 281 355 15.80 16.00 16.20 16.40 16.60
0 ey m/z 57.05 88.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119524: 1-Octadecanol
55
5000 AR MR BN IR B
29 15.80 16.00 16.20 16.40 16.60
m/z 43.05 71.18%
m h 167 196 24 25
OI‘I‘\Iw ‘ihui‘u||||‘|||||||||||||||||||||
m/z--> 50 250 300 350 400 450
Abundance
57
o7 15.80 16.00 16.20 16.40 16.60
5000 m/z 69.10 63.26%
125
o 29 153 181 224250 280 308 353 454
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #189051: Trichloroacetic acid, tetradecy! ester B B E e
83 15.80 16.00 16.20 16.40 16.60
m/z 97.10 59.30%
5000
111
Ll I ] 30168 196 o4
miz--> D o do W i He e w A | | 1580 1660 1530 o0 1060

8270-BF101518.M Mon Oct 22 16:37:35 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 18 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.67 18.69 ng 280828 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 2479 (16.668 min): BF110018.D (-2474) (-) m/z 57.00 100.00%

16.40 16.60 16.80 17.00
m/z 71.10 64.89%

33155 183207 239 267

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

5

5000 85 LA L L L L L LB
16.40 16.60 16.80 17.00
m/z 43.05 56.11%
29 113
0 \‘L“JM‘ \\m 141 169 197 225 253 295 323 367
e e O
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
B L
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.71%
85
29 113
o 141 183 211 253 282
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A AL B o s S
57 16.40 16.60 16.80 17.00
m/z 55.00 20.26%
- T W”/\/"\Mn
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
o T ol L s S B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 19 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.30 13.62 ng 204634 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2586 (17.298 min): BF110018.D (-2581) (-) m/z 57.05 100.00%
g7
17.00 17.20 17.40 17.60
ot m/z 71.05 73.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 LS BRSNS BN B
85 17. 00 17. 20 17. 40 17. 60
29 m/z 43.05 65.37%
oLt L J ‘ ‘141 169 197 225 253 282
m/z--> §o 100 1éo 260 2éo 360 3éo 460 !
Abundance
57
17.00 17.20 17.40 17.60
5000 85 m/z 85.10 54 _.82%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #194493: Hexacosane L L L L L N BB
57 17.00 17.20 17.40 17.60
m/z 55.10 24 .52%
. 290 1| | |28 141 160 107 205 253 295 323 367
m/z--> % 1& ﬁo ﬁ 250 ﬁo @ 4& ! ﬂ%ﬂ%ﬂ%ﬂm

8270-BF101518.M Mon Oct 22 16:37:37 2018 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\
Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

Sample - J5590-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_M
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 20 Tetratetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.06 9.76 ng 146678 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Pentacosane 352 C25H52 000629-99-2 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 78
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2716 (18.062 min): BF110018.D (-2708) (-) m/z 57.05 100.00%
5
5000 /\N\ﬁ/\m/\
99 A PR BRI UNRILN I
141 197 282 17.80 18.00 18.20 18.40
(o} m/z 71.10 63.51%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LI L BURELLN SULBLLN I

17.80 18.00 18.20 18.40
m/z 43.05 55.03%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” AR A B S S LB S RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R R R R
17.80 18.00 18.20 18.40
5000 m/z 85.10 44 . 15%
o 141 183 225 267 309 351 437
T A T e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane B EERRS Bam
517 17.80 18.00 18.20 18.40
m/z 99.10 21.69%
5000

3

99
141
26| |1 || M 183 225 267 309 352

N M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101918\

Data File : BF110018.D

Acq On : 19 Oct 2018 22:18

Operator : JU/SJ

a?zgle ; J5590-01 e
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Cyclohexane 2.13 211.0 ng 656022 1 6.96 62195 20.0
Butane, 2-methoxy... 2.35 249.7 ng 776547 1 6.96 62195 20.0
Propylene Glycol 3.62 165.0 ng 513138 1 6.96 62195 20.0
2-Pentanone, 4-hy... 5.22 110.4 ng 343370 1 6.96 62195 20.0
unknown6.74 6.74 1558.2 ng 4845540 1 6.96 62195 20.0
1,1"-Biphenyl, 2-.._. 9.33 32.5 ng 5170010 2 8.25 3176730 20.0
Phenol, 2,4,6-tri... 10.80 179.2 ng 3215080 3 11.50 358756 20.0
p,p"-DDE 13.02 10.5 ng 59890 4 14.14 113916 20.0
m,p"-DDD 13.36 14.5 ng 82788 4 14.14 113916 20.0
Heptadecane, 2,6,... 13.65 17.0 ng 96790 4 14.14 113916 20.0
1-Heneicosanol 13.96 108.5 ng 618206 4 14.14 113916 20.0
Octacosane 14.29 20.0 ng 113916 4 14.14 113916 20.0
Nonadecane, 1-chl... 14.60 42.6 ng 242558 4 14.14 113916 20.0
Docosane 14.92 13.8 ng 207357 5 15.66 300543 20.0
Heneicosane 16.13 22.5 ng 338706 5 15.66 300543 20.0
1-Octadecanol 16.19 6.4 ng 95532 5 15.66 300543 20.0
Hexacosane 16.67 18.7 ng 280828 5 15.66 300543 20.0
Eicosane 17.30 13.6 ng 204634 5 15.66 300543 20.0
Tetratetracontane 18.06 9.8 ng 146678 5 15.66 300543 20.0
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