LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5618-02 SSSJDH}gDHJS
isc :

ALS Vial : 3 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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

2.334 37 42 61 rvB 454909 681685 8.00% 0.775%
5.216 526 532 538 rvB 118395 156448 1.84% 0.178%
596 600 rBVY 2958152 3052190 35.83% 3.469%
6.592 760 766 779 rVB2 3088761 3409668 40.03% 3.875%
6.739 786 791 794 rBV 3300669 3226666 37.88% 3.667%
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6.969 826 830 833 rBV 1123179 990964 11.63% 1.126%
7.122 852 856 860 rBvV 2771580 2483130 29.15% 2.822%
925 928 rBV 2074963 2044580 24.00% 2.324%
8.251 1043 1048 1051 rBV 1498783 1302109 15.29% 1.480%
9.327 1225 1231 1234 rBV 3622470 3636171 42.69% 4.132%

O © o~ O
\l
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N
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o

11 9.716 1293 1297 1301 rBV 454951 365081 4._.29% 0.415%
12 10.010 1342 1347 1351 rBV2 1758652 1497534 17.58% 1.702%
13 10.186 1373 1377 1385 rVB2 65684 101794 1.19% 0.116%
14 10.804 1477 1482 1485 rBV 2410020 2294995 26.94% 2.608%
15 11.504 1597 1601 1604 rBV 1759380 1512735 17.76% 1.719%

16 11.945 1655 1676 1683 rBV 1115124 4698967 55.16% 5.340%
17 12.010 1683 1687 1700 rVB2 661635 1074865 12.62% 1.222%
18 12.551 1771 1779 1790 rBv4 116035 337751 3.96% 0.384%
19 12.792 1815 1820 1833 rVB2 244160 408465 4_80% 0.464%
20 13.015 1844 1858 1866 rBV 2703668 7244195 85.04% 8.233%

21 13.086 1866 1870 1874 rVB 3195353 3149110 36.97% 3.579%
22 13.180 1880 1886 1895 rVB4 149687 371033 4_36% 0.422%
23 13.486 1933 1938 1944 rBV2 53075 113775 1.34% 0.129%
24 13.557 1947 1950 1958 rVB3 79535 142933 1.68% 0.162%
25 13.633 1960 1963 1971 rVB2 72239 107974 1.27% 0.123%

26 13.757 1973 1984 1997 rBV 4243946 8518377 100.00% 9.681%
27 13.968 2016 2020 2024 rBV 385390 406235 4.77% 0.462%
28 14.115 2041 2045 2047 rBV 161834 219288 2.57% 0.249%
29 14.145 2047 2050 2061 rVB 1151307 1386912 16.28% 1.576%
30 14.286 2070 2074 2076 rBV 505894 576574 6.77% 0.655%

31 14.339 2076 2083 2097 rVB 4891452 8416269 98.80% 9.565%
32 14.592 2121 2126 2131 rBV 945407 1056770 12.41% 1.201%
33 14.645 2131 2135 2141 rVV 203184 336320 3.95% 0.382%
34 14.709 2143 2146 2153 rVB 104102 156855 1.84% 0.178%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

3?22'6 i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.856 2162 2171 2176 rBV 4114607 6943347 81.51% 7.891%

36 14.915 2176 2181 2185 rVB 1244407 1566358 18.39% 1.780%
37 15.268 2232 2241 2250 rVB 1279336 2375903 27.89% 2.700%
38 15.433 2261 2269 2276 rBV 2255705 4346321 51.02% 4.940%
39 15.674 2303 2310 2319 rVB2 1506755 2189794 25.71% 2.489%
40 15.833 2333 2337 2348 rVB6 80122 166496 1.95% 0.189%

41 16.103 2374 2383 2386 rBVY 853641 2018116 23.69% 2.294%
42 16.598 2458 2467 2474 rBV8 211305 740356 8.69% 0.841%
43 16.668 2475 2479 2490 rVB 272693 565583 6.64% 0.643%
44 16.880 2508 2515 2526 rVB 293951 746818 8.77% 0.849%
45 17.303 2583 2587 2594 rVB2 64112 118420 1.39% 0.135%

46 17.797 2664 2671 2688 rVB3 125216 520474 6.11% 0.592%
47 18.892 2848 2857 2869 rBV5 54496 214182 2.51% 0.243%

Sum of corrected areas: 87990586
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF110154.D
5000000

4000000

6.74

6.59
3000000 5.59 712

7.53
2000000

6.97

szil %2 I J L I

o
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF110154.D
5000000

1000000

4000000
9.33

13.09

3000000 13.02
10.80

2000000 10.01 11.50
8.25
11.94

1000000 ol
9.72 1279 | ||i318

| | ) 1010 12,85 "%

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF110154.D
5000000 1434

13.76 14.86
4000000

3000000
15.43
2000000

15.67
14.92  15.27

14.14 14.59 16,10
1000000 \

13.97 || 1429 16.88

- , 1616(5716.

e~ 14/12 L £4 15.83 A 17.30 17.80 18.8¢
- e i N —~

T
18.00 18.50

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

2.33 13.76 ng 681685 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 41 (2.328 min): BF110154.D (-37) (-) m/z 73.05 100.00%
7B
5000 43
55 87

36 | 220 2.40 2.60
o} IS - 111 NS PV ) N — m/z 43.05 41.78%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L B I B B B |
43 220 2.40 2.60
55 87 m/z 55.05 29.34%
29
o L |, 80
R R R T aaan e RRRRRRRRRS R E R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73
e N e
220 2.40 260
5000 55 m/z 87.05 27.18%
5 M“\ 163 || 8 98 115
e T S mAA S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1995: Silane, tetramethyl- I A e

73 2 20 2. 40 2. 60
m/z 41.05 13.89%

5000 /\N\\fhv/\sn~n
43
> 15 245 1 53 g | 88

O B B AL B B e O EARAENBLAR R i e e a

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

Sample : J5618-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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

SSSI-1018-S-DH-13

Peak Number 2 unknown6.74 Concentration Rank 5

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

6.74 65.12 ng 3226670 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.739 min): BF110154.D (-786) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : . : :
o [ | Weus | m/z 68.10 38.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 USRS SRR S SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.51%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
USRS SRR S SRR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.16%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B s i s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 15.33%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 62.13 ng 4698970 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 1675 (11.939 min): BF110154.D (-1655) (-) m/z 57.05 100.00%

5000 85

—

113 11.60 11.80 12.00 12.20

| J 141 169

ol LT 169 107 225 253 281 s23 m/z 43.10 62.93%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

-

5000 85 L L L L L B |
11.60 11.80 12.00 12.20
m/z 71.10 62.33%
29 113
oL L. I 4141 169 197 225 253 205 323 367
B e I A AR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
R mamar AR
11.60 11.80 12.00 12.20
5000 o m/z 85.05 45.28%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
e T e T e R R AT N S
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R e N N A
57 11.60 11.80 12.00 12.20
m/z 55.05 22.72%
5000
85
29
A 141 169 197 225 253 281 323 351 380
T Tt e = = =R AL L A e e
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.01 14.21 ng 1074870 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1687 (12.010 min): BF110154.D (-1683) (-) m/z 73.00 100.00%
60 73
41
5000 129
213 EERE RS RS S D
|| ‘ ﬁ 101115 143157171185199 | 227 49 256 11.60 11.80 12.00 12.20 12.40
O el bl L b A L L LT L ST sz 60.00 0 87.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73
5000 U R O

11. 60 11. 80 12. 00 12. 20 12. 40

29 m/z 41.10 64.48%
0.}ﬁjh¢|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
B
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 43.10 62.12%
29
o 15 L“u' 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid PR T
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.05 60.91%
5000 129
213
‘J‘H' 143 157171185 199
0! R I REEEEEEEEEmEs e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.79 5.40 ng 408465 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1820 (12.792 min): BF110154.D (-1815) (-) m/z 43.10 100.00%
43 78 ?
5000 129
185 241
J 143157171 | 199213227 284 12.40 12.60 12.80 13.00 13.20
(o} m/z 73.00 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #131261: Octadecanoic acid

129 e i s
12.40 12.60 12.80 13.00 13.20

m/z 60.00 88 .86%

5000

. 14357171

4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 3
51 R R R R RS mEe RS
12.40 12.60 12.80 13.00 13.20
5000 m/z 55.05 73.06%
29
0..1.5,.‘a..‘i‘:‘.. L‘uv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid R R R e
43 3 12.40 12.60 12.80 13.00 13.20
5 m/z 57.10 67.98%
5000 29 256
213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Squalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.35 ng 371033 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 55
2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 38
3 Supraene 410 C30H50 007683-64-9 38
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 35
5 trans-Farnesol 222 C15H260 000106-28-5 35
Abundance Scan 1886 (13.180 min): BF110154.D (-1880) (-) m/z 69.10 100.00%
69
149
5000
41
% 121 |l 12.80 13.00 13.20 1340
75 221 : : :
o ) S0 201502 284 m/z 149.00 69.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LN AR SN R
a1 12.80 13.00 13.20 13.40
95 a7 m/z 81.10 49 .84%
oldu il oyl gon 191 231 273209 sar3er
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69
" 12.80 13.00 13.20 1340
5000 m/z 41.05 31.72%
ol L .,‘,U.I.Jfl.lgll, o1 205 28
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene I hapmnsie e e e
69 12.80 13.00 13.20 13.40
m/z 43.10 25.01%
5000
41
95 137
0 b L1217 | 163 191 217 245 273 299 341 367 410
LI L UL UL UL UL UL UL U DU AR IR R
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40

8270-BF102318_.M Fri Oct 26 15:13:14 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.76 122.84 ng 8518380 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1985 (13.762 min): BF110154.D (-1973) (-) m/z 57.10 100.00%
g7 ?
5000 J l
141 13.40 13.60 13.80 14.00
I 11 '1 A--,169 197 225 253 281 309 337 365 408 | 17 71.05  63.96%
m/z--> 50 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85
13.40 13.60 13.80 14.00
m/z 43.05 59.82%
o Iy ﬂ1}3,1?1,169 197 2?9 267 294 323 352
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane
g7
13.40 13.60 13.80 14.00
5000 85 m/z 85.10 48.73%
113 941
o2 [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #141426: Heneicosane
57 13.40 13.60 13.80 14.00
m/z 55.05 22.78%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF102318_.M Fri Oct 26 15:13:14 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Dodecanol, 2-hexyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.86 ng 406235 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 86
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 86
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 86
Abundance Scan 2020 (13.968 min): BF110154.D (-2016) (-) m/z 57.05 100.00%
57
5000 83
i 13.60 13.80 14.00 14.20
139 : : : :
0 ...,....,:l.l.A.,..1??2,99.??9,....,....,....,....,....,.... m/z 43.10 75.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85
111 13.60 13.80 14.00 14.20
29 m/z 71.10 56.48%
o llf§9}671962242§2
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanoal, 2-octyl-
57

13.60 13.80 14.00 14.20
5000 83 m/z 55.10 47 _.67%
29

Mrll
139
A e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance B B e e e B

#238675: Heptacosy! pentafluoropropionate
57 13.60 13.80 14.00 14.20

m/z 83.05 41 _.54%

97
5000
125
o 29 | 153181200236264292320 350378 423 524
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_

m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20

8270-BF102318_.M Fri Oct 26 15:13:15 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.29 8.31 ng 576574 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2075 (14.292 min): BF110154.D (-2070) (-) m/z 57.10 100.00%
g7
5000 85 !N
113 14.00 14.20 14.40 14.60
141
ol l b ll L. 109 197 225 253 281 309 | 7z 71.10  64.47%
m/z--> 50 150 200 250 300 350 q
Abundance #202662: Heptacosane
57
5000
85 14.00 14.20 14.40 14.60
‘ m/z 43.10 61.16%
ol b L 412141 160 197 225 253 om1 323 361 a0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 48.30%
. 29 j | | “113 141 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #141426: Heneicosane
57 14.00 14.20 14.40 14.60
m/z 55.10 24 _66%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF102318_.M Fri Oct 26 15:13:15 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.34 121.37 ng 8416270 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2083 (14.339 min): BF110154.D (-2076) (-) m/z 57.10 100.00%
7
5000 85 { !
141 14.00 14.20 14.40 14.60
oL L1 Ll 1| '1 A7 109.197 225 253 281 323 351379 422 |\ nyr 71 10 | 66.95%
m/z--> 50 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
14.00 14.20 14.40 14.60
m/z 43.10 60.24%
oL 30 L4 J1}311?1,169 197 239 267 204 323 352
m/z--> 50 100 150 200 2%0 300 350 400
Abundance #219831: Triacontane
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 50.70%
118 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 14.00 14.20 14.40 14.60
m/z 55.10 23.43%
5000 85 )
113
N ] ﬂ | 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 1440 14.60

8270-BF102318_.M Fri Oct 26 15:13:16 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .59 15.24 ng 1056770 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2126 (14.592 min): BF110154.D (-2121) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80 15.00
141
ol b W7 109 197 225 267 295 324 “njz 71.10  61.73%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.20 14.40 14.60 14.80 15.00
m/z 43.10 61.13%

29
L L “1}311§1 160 107 225 253 205 323 367
g f— e AR o S aE o B
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 46.70%
85
29
oL )l ) %3141 160 197 225 253 281 323 351 380
— A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.10 21.61%
85
5000
29 113
oL L. TS 169 197 225 253 2%
e T T R BB R RERE B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14. 60 14.80 15. 00

8270-BF102318_.M Fri Oct 26 15:13:16 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.86 100.13 ng 6943350 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2172 (14.862 min): BF110154.D (-2162) (-) m/z 57.10 100.00%
sl
5000 85
141 169 14.60 14.80 15.00 15.20
| I— ,I. 8 .11, .I'. i 197225 253 | 295323 365398 436 | nzz 71.10  66.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.10 59.23%

113 154
ol Ciaes2ut o0 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5[7
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 50.58%
29 113
oL L. | 77”141 169 107 225 253 296
— 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
5[7 14.60 14.80 15.00 15.20
m/z 55.05 22.06%
5000 85
113
ol byttt 169 197 239 267 204 323 352
....,....,....,....,....,....,....,....,...., R R EREEE SRR
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF102318_.M Fri Oct 26 15:13:16 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.92 14.31 ng 1566360 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2182 (14.921 min): BF110154.D (-2176) (-) m/z 57.10 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141
o3 L Ly Mt 169 107 225 253 295 3p3 m/z 71.10 61.74%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.10 58.26%
113 154
I O B A - 5 < - A
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71 14.60 14.80 15.00 15.20
5000 m/z 85.10 49 _47%
99 196
o sl LTSS | 4225 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.10 22 .42%
5000 85
29 113
ol Iy 77,141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318_.M Fri Oct 26 15:13:17 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

Sample : J5618-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.27 21.70 ng 2375900 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2241 (15.268 min): BF110154.D (-2232) (-) m/z 57.10 100.00%
57
5000 85
113 141 15.00 15.20 15.40 15.60
ol ,I. A 189 107 225045267 295 337 386 7277110 61.14%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000
15.00 15.20 15.40 15.60
‘ m/z 43.10 59.44%
127 155 225
0..“‘,‘.‘ ||l|I .1.8:?|..‘..253....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
15.00 15.20 15.40 15.60
5000 m/z 85.10 44 _32%
85
0 %9 I8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 15.00 15.20 15.40 15.60
m/z 55.05 20.60%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 15.00 15.20 15.40 15.60

8270-BF102318_.M Fri Oct 26 15:13:17 2018

SSSI-1018-S-DH-13
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.43 39.70 ng 4346320 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2269 (15.433 min): BF110154.D (-2261) (-) m/z 57.10 100.00%

57
5000 85

113 mmmmmmﬁm
I 141 169 197
oL | , l .'l.“, L, P — .2.2‘.5.253. 281 309 .3f‘2, 319 , m/z 71.10 63.93%

T
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57

5000 85
1520 1540 15,60 15.80
m/z 43.10 58.87%

113 154
ol 3d I |l | | 7171337, ;183 211 239 281
e o o e L e e B o e o I B i S |
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43

71 1520 1540 15.60 15.80
5000 m/z 85.10 48 .52%
99 196
127
N .~l.u, paLes | s aszoe0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 15. 20 15.40 15.60 15.80

m/z 55.05 21.81%

- I «»-~4/}\‘U/\_V_JAM~.~__
29
\ ] | (M3 141 169 197 225 253 281 309 337 365 394

oL b S e A A R R etuthonfibieo s ot

T
m/z--> 50 100 150 200 250 300 350 15. 20 15. 40 15 60 15. 80

8270-BF102318_.M Fri Oct 26 15:13:17 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.10 18.43 ng 2018120 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2382 (16.098 min): BF110154.D (-2374) (-) m/z 57.05 100.00%
7
LR BN SURRURA BN BN
141 15.80 16.00 16.20 16.40
o 169 197 225 253 295 351 mn/z 71.05 65 36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR SR FULRLA B B
15.80 16.00 16.20 16.40
m/z 43.10 60.50%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 48_.13%
113 941
oLl i} A L 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B EERNEAE s
43 15.80 16.00 16.20 16.40
- m/z 55.05 22 .38%
5000
199 127
ol w Al of 195183 225253 295 337
LR FLELEL L L LN L L L UL L IR AR AR A A
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF102318_.M Fri Oct 26 15:13:18 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.60 6.76 ng 740356 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 55
2 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 27
3 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 27
4 [2-(4-Methoxv-phenvl)-2H-benzola... 360 C22H20N203 1000188-59-8 27
5 Melatonin, pentafluoropropionyl ... 360 C16H13F5N202 066012-87-1 22
Abundance Scan 2467 (16.598 min): BF110154.D (-2458) (-) m/z 43.10 100.00%
s 360
69 97
5000
381 414 | 16.20 16.40 16.60 16.80 17.00
ob—4 m/z 57.10 96.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190926: Dibenzylidene 4,4'-biphenylenediamine N
360
5000 AR AU
16.20 16.40 16.60 16.80 17.00
152 272 m/z 55.05 86.59%
oL28 51 77 103127 [ jh 202 228 252 l
m/z--> 50 100 150 200 250 300 350 400
Abundance #190931: N,N'-di-2-Naphthyl-p-phenylenediamine 5
360
16.20 16.40 16.60 16.80 17.00
5000 m/z 360.15 78.30%
ol27 51 77 115 143 1?0 2i7 243264 304 332 |
m/z--> 50 160 150 200 250 300 350 400
Abundance #190950: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octacos... I o e e
360 16.20 16.40 16.60 16.80 17.00
m/z 69.10 57.28%
- \\/\\W\J\/\\/\\
202 229 253 576 303 329
miz--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110154.D

Aca On : 25 Oct 2018 11:51

Operator : JU/SJ

ﬁ?ggle i J5618-02 SSSI-1018-S-DH-13
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyloctacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.88 6.82 ng 746818 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2515 (16.880 min): BF110154.D (-2508) (-) m/z 57.10 100.00%
g7
AR A SR B
113 16.60 16.80 17.00 17.20
141 169
ol d .J-.“, LTt J9.197 225258 205 | "m/z 71.10 65.03%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LN B SO IS B
16,60 16.80 17.00 17.20
29 m/z 43.05 56.19%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 48.79%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane R s e
57 16.60 16.80 17.00 17.20
m/z 55.05 22 .49%
85
- M
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\

Data File : BF110154.D

Acq On - 25 Oct 2018 11:51 Instrument :

Operator : JU/SJ gmgigamlem'

3§mple - J5618-02 SSSJDH}gDHJS
isc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.33 13.8 ng 681685 1 6.97 990964 20.0
unknown6.74 6.74 65.1 ng 3226670 1 6.97 990964 20.0
Hexacosane 11.94 62.1 ng 4698970 4 11.50 1512740 20.0
Pentadecanoic acid 12.01 14.2 ng 1074870 4 11.50 1512740 20.0
Octadecanoic acid 12.79 5.4 ng 408465 4 11.50 1512740 20.0
Squalene 13.18 5.3 ng 371033 5 14.15 1386910 20.0
Heptadecane, 9-oc... 13.76 122.8 ng 8518380 5 14.15 1386910 20.0
1-Dodecanol, 2-he... 13.97 5.9 ng 406235 5 14.15 1386910 20.0
Heptacosane 14.29 8.3 ng 576574 5 14.15 1386910 20.0
Triacontane 14 .34 121.4 ng 8416270 5 14.15 1386910 20.0
Heneicosane 14.59 15.2 ng 1056770 5 14.15 1386910 20.0
Eicosane, 10-methyl- 14.86 100.1 ng 6943350 5 14.15 1386910 20.0
Pentadecane, 8-he... 14.92 14.3 ng 1566360 6 15.67 2189790 20.0
Octadecane, 2-met... 15.27 21.7 ng 2375900 6 15.67 2189790 20.0
Octacosane 15.43 39.7 ng 4346320 6 15.67 2189790 20.0
Heneicosane, 11-(... 16.10 18.4 ng 2018120 6 15.67 2189790 20.0
Dibenzylidene 4,4... 16.60 6.8 ng 740356 6 15.67 2189790 20.0
2-methyloctacosane 16.88 6.8 ng 746818 6 15.67 2189790 20.0
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