Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEMI\BNA F\DATA\BF031318\
BF103616.D

13 Mar 2018 20:36
SJ/JU
J1898-03

21

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 5.104 510 513 525 rBV2 29806 69596 2.08%
2 5.487 575 578 621 rBVY 1147336 3156851 94.19%
3 6.498 747 750 769 rBVY 1516825 3089621 92.19%
4 6.628 769 772 798 rVB 2252752 3351445 100.00%
5 6.857 808 811 833 rVB 423473 819065 24.44%
6 7.010 833 837 864 rVB 1864943 2422137 72.27%
7 7.428 904 908 932 rBVY 1187848 2186853 65.25%
8 8.139 1026 1029 1053 rBV 586692 1080584 32.24%
9 9.075 1185 1188 1196 rVB 140370 143719 4_.29%
10 9.186 1204 1207 1208 rBV 143863 113662 3.39%
11 9.210 1208 1211 1226 rVV 2714534 3198627 95.44%
12 9.316 1226 1229 1237 rvVvv2 45325 83702 2.50%
13 9.416 1240 1246 1261 rVvVv5 36574 128595 3.84%
14 9.898 1324 1328 1342 rBV 989884 1164983 34.76%
15 10.281 1389 1393 1395 rBvV 60893 49889 1.49%
16 10.692 1460 1463 1476 rBVY 1324016 1981727 59.13%
17 11.227 1550 1554 1557 rBvV2 26397 34009 1.01%
18 11.322 1565 1570 1574 rBvV3 29991 33528 1.00%
19 11.392 1579 1582 1597 rBvV 879527 1257939 37.53%
20 11.539 1603 1607 1612 rBV 161521 156321 4 .66%
21 11.598 1613 1617 1624 rBV5 28197 45384 1.35%
22 11.657 1624 1627 1629 rBV 41862 37895 1.13%
23 11.904 1666 1669 1672 rBV 189088 220332 6.57%
24 11.933 1672 1674 1680 rVB 913629 872113 26.02%
25 12.063 1693 1696 1699 rVB 50374 39857 1.19%
26 12.451 1759 1762 1767 rVB 75138 64371 1.92%
27 12.774 1813 1817 1819 rBV 64718 56923 1.70%
28 12.827 1823 1826 1828 rBV 116317 103101 3.08%
29 12.974 1847 1851 1863 rBVY 2255062 2494700 74.44%
30 13.180 1881 1886 1890 rBV 175076 196683 5.87%
31 13.480 1934 1937 1941 rVB 53411 48068 1.43%
32 13.521 1941 1944 1948 rBV 150028 141280 4.22%
33 13.851 1997 2000 2007 rBV 594434 678150 20.23%
34 13.992 2021 2024 2030 rVB 69189 67377 2.01%
8270-BF022218.M Wed Mar 14 12:30:40 2018

9.785%
10.614%
2.594%

7.671%
6.926%
3.422%
0.455%
0.360%

10.130%
0.265%
0.407%
3.690%
0.158%

6.276%
0.108%
0.106%
3.984%
0.495%

0.144%
0.120%
0.698%
2.762%
0.126%

0.204%
0.180%
0.327%
7.901%
0.623%

0.152%
0.447%
2.148%
0.213%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEMI\BNA F\DATA\BF031318\
BF103616.D
13 Mar 2018 20:36
SJ/JU

J1898-03

21

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2

Peak separation: 5

Method
Title

35

36
37
38
39
40

41
42

8270-BF022218_.M Wed Mar

14.051

14.168
14 .492
14.786
15.127
15.510

15.563
15.951

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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

ASP

2030

2051
2104
2155
2213
2278

2286
2353

2034

2054
2109
2159
2217
2282

2291
2357

2044

2060
2119
2163
2220
2285

2302
2362

Sum

rBv 689837

rBv 61509
rBv2 82373
rBv 45491
rBv 39436
rvB2 33239

rBv 384191
rvB2 26219

of corrected

14 12:30:40 2018

870520

72614
174908
55408
47534
43210

682583
38863

areas:

25.97%

2.17%
5.22%
1.65%
1.42%
1.29%

20.37%
1.16%

31574727

2.757%

0.230%
0.554%
0.175%
0.151%
0.137%

2.162%
0.123%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF103616.D

2500000
6.63

2000000 701
1500000 6.50

5.49 7.43
1000000

500000 6.86
5.10

e S T T T R

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: BF103616.D
921

2500000
12.97

2000000

1500000 10.69

1000000 9.90 11.39 11.93

8.14

500000

11.54 11
342 10.28 11123 1566

0
12.06 12.45 13293

O S N :
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: BF103616.D
2500000
2000000
1500000

1000000

500000

15.13 15. 15.95

e e e

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\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.63 81.84 ng 3351450 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 772 (6.628 min): BF103616.D (-769) (-) m/z 132.00 100.00%

132
5000 68

40 g 620 640 660 680 700
7 5
|7 er | ysus W h/7 68.00  42.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69
104
5000 IIIIIIIIIIIIIIIIIIIII
6.20 6.40 6.60 6.80 7.00
w5 78 m/z 134.00 32.53%

e I B e L A i o 0 L o o o o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 29.01%
33 44 o 105
€0 ' g0 115
e e L B e B L A e LA I B o o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 16.78%

74
5000 gg 116 P\KQA\\‘
A T r@Q7ILLII 1 158 189

m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6. 80 7.00

8270-BF022218_.M Wed Mar 14 12:30:41 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 Propanoic acid, 2-methyl-, ... Concentration Rank 8

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

9.07 2.47 ng 143719 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 86
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Cvclohexanecarboxvlic acid. 2-te... 212 C12H2003 1000279-85-7 53
4 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 42
5 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 40

Abundance Scan 1187 (9.069 min): BF103616.D (-1185) (-) m/z 70.95 100.00%
43 T
5000
‘ 83
98
8.80 9.00 9.20 9.40
,....,:-..|.|,..'~'.,=-.|..'|,.1.1.1.,?2.*?.1,4.3... A | M/Z 43.00  79.24%

m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
71
43
5000 llll|llll|llll|llll|llll
56 8.80 9.00 9.20 9.40
83 m/z 55.95 31.66%
%8 111 143 173
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.80 9.00 9.20 9.40
5000 m/z 83.00 25.17%
56

- 83
98111 157 143 150 173185193 215 243

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

Abundance #70907: Cyclohexanecarboxylic acid, 2-tetrahydrofurylmethy...

7 8.80 9.00 9.20 9.40

m/z 41.00 24 _11%
5000
84
43 55
29 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Vanillin Concentration Rank 10

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

9.42 2.21 ng 128595 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 93
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 72
4 Vanillin lactoside 476 C20H28013 1000129-94-7 64
5 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 59

Abundance Scan 1247 (9.422 min): BF103616.D (-1240) (-) m/z 151.00 100.00%
1

5000

-

9.00 9.20 9.40 9.60 9.80
m/z 152.00 95.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
5000

81 9.00 9.20 9.40 9.60 9.80
53 109 m/z 80.90 33.50%
39 65 123
wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
9.00 9.20 9.40 9.60 9.80
5000 m/z 53.00 24.97%
81
109
53 123
15 29 39 63 5 95 137
Wmﬂ‘w‘m‘mmmm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde
151 9.00 9.20 9.40 9.60 9.80
m/z 108.90 24 _.03%
5000 123
81 109
137
”P”quupuwnnpnq”..%.””fiwuupuwuupnw””,”.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80

8270-BF022218_.M Wed Mar 14 12:30:42 2018 Page:



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Phthalic acid, hept-4-yl is... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.49 ng 156321 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-4-vl isobuty... 320 C19H2804 1000356-78-3 83
2 Phthalic acid. butvl 8-chlorooct... 368 C20H29CI104 1000356-85-9 83
3 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 78
4 Phthalic acid. 2.4-dimethvilpent-... 320 C19H2804 1000356-84-3 78
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 78
Abundance Scan 1607 (11.539 min): BF103616.D (-1603) (-) m/z 149.00 100.00%
149
5000
a6 10 T e T
76 223 : : : :
,....,'....I,...:,..:.,!..l.,z.l... A A | /2 57.00  22.05%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
5000 LA BN BN UL
11.20 11.40 11.60 11.80
m/z 41.00 10.16%
41 °7 76 104121 167 205223
TWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149
11.20 11.40 11.60 11.80
5000 m/z 150.00 8.51%
41 69 104121 167 205223 295 313 333
TWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #102202: 1,2-Benzenedicarboxylic acid, bis(1-methylethyl) .. R it A BaEEY
149 11.20 11.40 11.60 11.80

m/z 104.00 7.19%

5000

27 43 59 76 105122 | 167 192209 250

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIA‘IIII IIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80

8270-BF022218_.M Wed Mar 14 12:30:43 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.83 2.37 ng 103101 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 1-lodoundecane 282 C11H23l1 004282-44-4 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 1826 (12.827 min): BF103616.D (-1823) (-) m/z 57.00 100.00%
57
43 71
5000 85

99

13127141 12.60 12.80 13.00 13.20
155169183

e “%.mmemL“u.“”..“..”.%W.“”..”.“.““. m/z 43.00 60.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71
5000 85 LINLENLILEN LI L L L L LN L LI

12 60 12. 80 13. OO 13 20
29 m/z 71.00 58.69%

99
113127141155169183197211295239 254

Wmmwwwwwwmw

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

Abundance
57
43 5 A eAR A —-teas e £2
85 12.60 12.80 13.00 13.20
5000 m/z 85.00 45 _70%
29 9
15 113127141155169183107011 240
Wmﬁwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128607: 1-lodoundecane A e
43 57 12.60 12.80 13.00 13.20
m/z 41.00 26.22%
5000 71 85
29
113 155
15 d U \ 127141 | 169183197211225 282
R R e AR e e S e LA e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. OO 13 20

8270-BF022218_.M Wed Mar 14 12:30:43 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.18 4.52 ng 196683 Chrysene-di12 14.05
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1886 (13.180 min): BF103616.D (-1881) (-) m/z 57.00 100.00%
g7
5000 85
113 12.80 13.00 13.20 13.40
141
..-.‘,.-'..“.“,.J.L.:,.1‘?9.1?1,?1.7.. et m/z 43.00 67.20%
m/z--> 50 100 150 200 250 300 350
Abundance
57
5000 LN AU SN R
85 12.80 13.00 13.20 13.40
m/z 71.00 66.71%
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57
12:80 13.00 13.20 1340
5000 85 m/z 85.00 45 _.87%
29 13 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane AR B R SRt
57 12.80 13.00 13.20 13.40
m/z 41.00 30.74%
5000 85
29 | h 1] H1ﬁ3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1C|)O 1&1,0 2C|)O 250 3(')0 3&'30 ' 12.|80 13.'00 13.'20 13.'40 '

8270-BF022218_.M Wed Mar 14 12:30:44 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.52 3.25 ng 141280 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 1944 (13.521 min): BF103616.D (-1941) (-) m/z 57.00 100.00%
5000
R R T
13.20 13.40 13.60 13.80
141
169 207 m/z 43.00 68.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
5000 AR AU AR
85 1320 1340 13.60 1380
29 m/z 71.00 61.54%
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 1éo 260 2%0 360 3%0 460 !
Abundance
57
13.20 1340 13.60 13.80
5000 m/z 85.00 41 .71%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane T TR
57 13.20 13.40 13.60 13.80
m/z 55.00 23.33%
5000 85
113
b A L 09197 225 253 281 309 337 365 437 || S
m/z--> 50 mo 150 200 250 300 350 400 nmnmnmnm

8270-BF022218_.M Wed Mar 14 12:30:44 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103616.D

Aca On : 13 Mar 2018 20:36

Operator : SJ/JU

Sample : J1898-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 9 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 15.58 ng 678150 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 2000 (13.851 min): BF103616.D (-1997) (-) m/z 57.00 100.00%
57
83
5000 \
y T NN A U B
139 13.60 13.80 14.00 14.20
0 ...,...l.,1.1.‘.-,1.6.8.1.9,6....,..25.‘1.,....,....,....,...., m/z 43.00 80.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 k
5000 R SRR BN IR
13.60 13.80 14.00 14.20
29 125 m/z 55.00 71.63%
154 182 210238 283 334
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43
1360 13.80 14.00 14.20
5000 83 m/z 82.95 60.49%
111
139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #222139: Nonadecy! pentafluoropropionate R ERE R e
57 13.60 13.80 14.00 14.20
m/z 68.95 54_.11%
5000
125
29
L ‘\ \h ‘L ‘\‘1?3 182210238266 311 412
m/z--> 5'0 250 300 350 400 450 ' 13.60 13.80 14.00 14.20

8270-BF022218_.M Wed Mar 14 12:30:45 2018 Page: 11



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF031318\
BF103616.D

13 Mar 2018 20:36

SJ/JU

J1898-03

21 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

unknown6.63
Propanoic acid
Vanillin
Phthalic acid,
Octadecane
Heptacosane
Octacosane
Heptadecyl tri

8270-BF022218.

name RT EstConc Units Response
6.63 81.8 ng 3351450

> 2. .. 9.07 2.5 ng 143719
9.42 2.2 ng 128595

he... 11.54 2.5 ng 156321

12.83 2.4 ng 103101

13.18 4.5 ng 196683

13.52 3.3 ng 141280

flu... 13.85 15.6 ng 678150

M Wed Mar 14 12:30:45 2018

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

|#

aouubhwweE

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

RT

9.90
11.39
14 .05
14 .05
14 .05
14 .05

819065
1164980
1164980
1257940

870520

870520

870520

870520
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