LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\
Data File : BF110287.D
Aca On - 30 Oct 2018 2:42 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5685-02 DOCUMENTATION-26
ALS Vial : 37 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
1 2.293 29 35 49 rVB 252328 351549 15.51% 1.442%
2 5.204 526 530 537 rBV 66588 89865 3.97% 0.369%
3 5.592 592 596 614 rVB 2010094 1985796 87.63% 8.145%
4 6.598 761 767 780 rBVY 1880817 2240618 98.87% 9.190%
5 6.739 787 791 794 rBV 2324766 2108858 93.06% 8.650%
6 6.792 797 800 804 rVB2 30607 28395 1.25% 0.116%
7 6.969 827 830 836 rBV 786634 677287 29.89% 2.778%
8 7.128 853 857 860 rBY 1961404 1651121 72.86% 6.772%
9 7.533 921 926 929 rBVY 1433848 1296691 57.22% 5.319%
10 8.251 1045 1048 1051 rBV 847791 782985 34.55% 3.212%

11 8.275 1051 1052 1059 rVvB 161426 117184 5.17% 0.481%
12 8.786 1136 1139 1142 rBV 34091 27329 1.21% 0.112%
13 9.327 1227 1231 1234 rBV 2732879 2266185 100.00% 9.295%
14 9.716 1294 1297 1305 rVB 384389 323150 14.26% 1.325%

15 9.874 1320 1324 1327 rBV2 35727 38134 1.68% 0.156%
16 10.016 1344 1348 1351 rBV 951575 829339 36.60% 3.402%
17 10.045 1351 1353 1357 rVB 90514 73590 3.25% 0.302%
18 10.169 1368 1374 1378 rBV5 31108 35105 1.55% 0.144%
19 10.216 1378 1382 1385 rBV2 34980 38775 1.71% 0.159%
20 10.422 1410 1417 1421 rBvV4 33579 47292 2.09% 0.194%
21 10.563 1438 1441 1447 rVB 64773 63865 2.82% 0.262%
22 10.645 1450 1455 1458 rvv4 36775 39332 1.74% 0.161%

23 10.804 1478 1482 1487 rBV 1200108 1148577 50.68% 4.711%
24 10.910 1495 1500 1508 rVB2 60376 103128 4 _55% 0.423%

25 11.116 1532 1535 1538 rBv4 37333 37471 1.65% 0.154%
26 11.233 1550 1555 1558 rBV5 16014 27710 1.22% 0.114%
27 11.310 1565 1568 1572 rBV2 25319 29260 1.29% 0.120%
28 11.345 1572 1574 1577 rBV 28693 31728 1.40% 0.130%
29 11.380 1577 1580 1582 rVB2 36319 36965 1.63% 0.152%

30 11.510 1598 1602 1604 rBV 859492 806510 35.59% 3.308%

31 11.533 1604 1606 1610 rVvVv 543586 444948 19.63% 1.825%
32 11.580 1610 1614 1618 rVV 132194 154954 6.84% 0.636%
33 11.621 1618 1621 1625 rVB 26948 34263 1.51% 0.141%
34 11.739 1636 1641 1645 rBV2 60779 77138 3.40% 0.316%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\
Data File : BF110287.D
Aca On - 30 Oct 2018 2:42 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5685-02 DOCUMENTATION-26
ALS Vial : 37 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\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.968 1677 1680 1684 rBV5 15789 28334 1.25% 0.116%
36 12.010 1684 1687 1689 rVvVv 100676 79941 3.53% 0.328%
37 12.039 1689 1692 1696 rVB 76092 72931 3.22% 0.299%
38 12.086 1697 1700 1703 rBV2 40244 39968 1.76% 0.164%
39 12.121 1703 1706 1709 rBV 86737 93624 4._.13% 0.384%
40 12.186 1714 1717 1719 rBV2 32588 31650 1.40% 0.130%
41 12.304 1735 1737 1740 rVB 47791 36372 1.60% 0.149%
42 12.333 1740 1742 1745 rBVY 29510 28372 1.25% 0.116%
43 12.557 1778 1780 1782 rBV 29053 28148 1.24% 0.115%
44 12.651 1793 1796 1799 rBV2 36422 44747 1.97% 0.184%
45 12.727 1805 1809 1812 rBVY 723392 621038 27.40% 2.547%
46 12.892 1835 1837 1841 rVB3 52498 55271 2.44% 0.227%
47 12.957 1841 1848 1853 rBVY 575700 676737 29.86% 2.776%
48 13.004 1853 1856 1862 rVB2 31517 41736 1.84% 0.171%
49 13.092 1866 1871 1874 rVV 1853567 1658832 73.20% 6.804%
50 13.115 1874 1875 1878 rVB 40359 26235 1.16% 0.108%
51 13.168 1881 1884 1888 rBV2 38059 57010 2.52% 0.234%
52 13.262 1896 1900 1901 rBV3 37416 52000 2.29% 0.213%
53 13.286 1901 1904 1906 rVvVv 80155 76098 3.36% 0.312%
54 13.351 1912 1915 1917 rBV 76145 67895 3.00% 0.278%
55 13.386 1917 1921 1924 rBV2 51317 70626 3.12% 0.290%
56 13.480 1935 1937 1940 rBV 31574 35107 1.55% 0.144%
57 13.933 2012 2014 2016 rBV 39983 35657 1.57% 0.146%

58 13.974 2018 2021 2024 rVV2 126644 114578 5.06% 0.470%
59 14.157 2047 2052 2055 rBV2 724546 879830 38.82% 3.609%
60 14.186 2055 2057 2061 rVB 231866 200731 8.86% 0.823%

61 14.262 2068 2070 2073 rBV 61028 54430 2.40% 0.223%
62 15.233 2232 2235 2239 rBV 192810 301754 13.32% 1.238%
63 15.562 2288 2291 2295 rVB 103383 127096 5.61% 0.521%
64 15.627 2298 2302 2307 rBV 169698 216561 9.56% 0.888%
65 15.692 2308 2313 2317 rBV 336344 482193 21.28% 1.978%

Sum of corrected areas: 24380599
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\

BF110287.D

30 Oct 2018 2:42

Ju/SsJ

J5685-02 DOCUMENTATION-26
37 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

-

2.29

TIC: BF110287.D

6.74

5.59 7.13

6.60

7.53

6.97

5.20

0

Time-->

AN
T T T T T T

™1 T
5.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF110287.D

13.09

10.80

10.02
8.25

0
Time-->

12.50

13.00

11.50

12.00

10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF110287.D

14.16
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\

Data File : BF110287.D

Aca On - 30 Oct 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J5685-02 DOCUMENTATION-26
ALS Vial : 37 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 3

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

2.29 10.38 ng 351549 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 35 (2.293 min): BF110287.D (-29) (-) m/z 73.10 100.00%
73.1

5000 43.0

F:::::=>

55.0 87.1

I2.20 2.40 2.60
b e W/Z 43.05  40.55Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR SR
43.0 2.20 2.40 2.60
5.0 87.0 m/z 55.05 28.29%
29.0
'I"'I:I""'Il:'l"l""I""I'I"I'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0 \
87.0 S e am—
2.20 2.40 2.60
5000 410 55.0 m/z 87.10 26.06%
29.0 ‘
T ‘ IX “‘ _ 970  112.0 1290

Abundance #8363: 3-Hexanol, 2-methyl- R e A
55.0 73.0 2.20 2.40 2.60
m/z 40.95 12_.77%
5000
43.0
31.0
1] L l , 830 97.0 115.0

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

I
2.40 2.60

8270-BF102318.M Tue Oct 30 16:22:16 2018 Page: 4



Data Path :

Data File : BF110287.D
Aca On - 30 Oct 2018
Operator : JU/SJ
Sample - J5685-02
Misc :

ALS Vial : 37

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

2:42

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\

Sample Multiplier: 1

C:\DATABASENNIST11.L
LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2 2-Pentanone,

4-hydroxy-4-me. . .

Concentration Rank 5

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

5.20 2.65 ng 89865 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 33
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 529 (5.198 min): BF110287.D (-526) (-) m/z 42.95 100.00%
43.0
5000 591
111.1 ARSIRARASSARARNREAN NS
| | 690 .o MO 480 500 520 540 5.0
S 8 PRSSON  {N Evas EN EN m/z 59.10 51.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN SRR SRR
480 5.00 520 5.40 5.60
59.0 1010 m/z 111.10 17.26%
T T |'??ﬂ?“ AR RARRSRRRRS "§?|q' "??'q' ABABISREBS PRABI N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 41.00 16.67%
20.0 101.0
50 | 1Ll 730 830
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8378: 3-Pentanal, 2,2-dimethyl-
59.0 480 5.00 520 5.40 5.60
m/z 101.00 15.66%
41.0
5000
29.0 87.0
69.0
15‘.0 \“ ‘ ‘\ \‘ ‘ ‘ Il ‘ L ‘ 10:!"0 115'0
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120 480 500 5.20 540 5.60

8270-BF102318.M Tue Oct 30 16:22:17 2018

DOCUMENTATION-26

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\

Data File : BF110287.D

Aca On - 30 Oct 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J5685-02 DOCUMENTATION-26
ALS Vial : 37 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 3 unknown6.74 Concentration Rank 1

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

6.74 62.27 ng 2108860 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Xenon 132 Xe 007440-63-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 791 (6.739 min): BF110287.D (-787) (-) m/z 132.00 100.00%
132.0
5000 68.1
640 6.60 6.80 7.00
B E e m/z 68.10 41.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 S RSN S LS SR
6.40 6.60 6.80 7.00
m/z 134.00 32.85%
158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
182.0
640 6.60 6.80 7.00
5000 m/z 66.00 27 .37%
66.0
'"'I""I“u"l""I""I'l"I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.21%
97.0
5000 0.0
31.0 52.0
'ﬂ'll'w'k'“'ﬂl”"W"y??"‘W""I""I'”'
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\BF102918\

Data File : BF110287.D

Aca On - 30 Oct 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J5685-02 DOCUMENTATION-26
ALS Vial : 37 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.91 2.56 ng 103128 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
4 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 64
5 Tetratetracontane 619 C44H90 007098-22-8 64

Abundance Scan 1500 (10.910 min): BF110287.D (-1495) (-) m/z 57.05 100.00%
57.0
5000
10.60 10.80 11.00 11.20
m/z 71.10 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 USRS SN SRR
10 60 10. 80 11. oo 11. 20
2.0 85.0 m/z 43.05 56.07%
A 113.0 141.0 183 0 211. 0 239.0
m/z--> ﬁo 46 eb ab 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
10.60 10.80 11.00 11.20 |
m/ 85.10 26.15%
5000 85.0 z 0
29.0 113.0
ol AL L a0 1800 4070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0 10.60 10.80 11.00 11.20
m/z 55.05 24 .09%
5000 85.0
29.0 113.0
RN g | o 1830 2110 253.0 282.0
m/z--> ﬁo 46 eb éo 160 150 150 160 180 200 220 240 260 280 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\

Data File : BF110287.D

Aca On - 30 Oct 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J5685-02 DOCUMENTATION-26
ALS Vial : 37 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

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

12.12 2.32 ng 93624 Phenanthrene-d10 11.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50

3 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 20

5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18

Abundance Scan 1706 (12.121 min): BF110287.D (-1703) (-) m/z 189.05 100.00%
189.1

5000

165.0

0101 2432 11.80 12.00 12.20 12.40

74.0
50.1 m/z 190.10 98 .30%

113.0 134.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 192_.10 51.02%
115.0 137.0 1630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
11.80 12.00 12.20 12.40
5000 m/z 191.10 43.46%
63.0
133.0
20, i b L)) e
(I T 1 Ly
”.w.”.“.”,”.w.”.“.” R RARRSEEE SR EEEEE EEEE s n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54755: Naphtho[1,2-b]norbornadiene R e A RR AR RaR
192.0 11.80 12.00 12.20 12.40
m/z 94.70 24 _25%
5000 165.0

390 630 9501150 139.0 “ M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. 00 12. 20 12. 40

8270-BF102318.M Tue Oct 30 16:22:19 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102918\

Data File : BF110287.D

Aca On - 30 Oct 2018 2:42

Operator : JU/SJ

ﬁ?ggle i J5685-02 DOCUMENTATION-26
ALS Vial : 37 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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-Decanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.97 2.60ng 114578 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Decanol. 2-hexvl-

2 Eicosvl heptafluorobutvrate

3 Eicosvl pentafluoropropionate

4 Octatriacontvl trifluoroacetate
5 Docosyl heptafluorobutyrate

242 C16H340

494 C24H41F702
444 C23H41F502
647 C40H77F302
522 C26H45F702

002425-77-6 62
1000351-83-5 62
1000351-80-8 58
1000351-88-7 58
1000351-83-1 58

Abundance Scan 2020 (13.968 min): BF110287.D (-2018) (-) m/z 57.10 100.00%
57.1 229.1
5000
276.0 326.1 13.60 13.80 14.00 14.20
e m/z 43.10 89.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 970 T LELILILEN UL LILELELEN BLELELEL B
13. 60 13. 80 14. OO 14.20
m/z 229.10 85.28%
111329 1960
e I o o AL e e o o B B S I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
97.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 50.70%
9.0
‘ { ‘|‘|;820 2240 2800 3250 476.0
et LA B e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225763: Eicosyl pentafluoropropionate L BT o e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 49 _.97%
5000
9.0
{ ‘I . 182.0 224.0 280.0 3250 426.0
...w...,... L B B e R e e R
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110287.D

Aca On : 30 Oct 2018 2:42

Operator : JU/SJ

Sample : J5685-02

Misc :

ALS Vial : 37 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 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.56 5.27 ng 127096 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzolklfluoranthene 252 C20H12 000207-08-9 81
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2291 (15.562 min): BF110287.D (-2288) (-) m/z 252.10 100.00%
259.1
5000
551 831 12‘?-0 1570 10412241 2880 3221 3772 15.20 15.40 15.60 15.80
R A m/z 250.10 30.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 21.36%
125.0
50.0 83.0 , | 174.0 2240
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 13.31%
126.0
57.0 87.0 , | 174.0 224.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene LA B
252.0 15.20 15.40 15.60 15.80
m/z 251.10 9.09%
5000
126.0
39.0 87.0 , | 1740 2240
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF102918\

Data File : BF110287.D

Acq On = 30 Oct 2018 2:42

Operator : JU/SJ

3?22'6 i J5685-02 DOCUMENTATION-26
ALS Vial : 37 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.29 10.4 ng 351549 1 6.97 677287 20.0
2-Pentanone, 4-hy... 5.20 2.6 ng 89865 1 6.97 677287 20.0
unknown6.74 6.74 62.3 ng 2108860 1 6.97 677287 20.0
Pentadecane, 2,6,... 10.91 2.6 ng 103128 4 11.51 806510 20.0
4H-Cyclopenta[def... 12.12 2.3 ng 93624 4 11.51 806510 20.0
1-Decanol, 2-hexyl- 13.97 2.6 ng 114578 5 14.16 879830 20.0
Benzo[e]pyrene 15.56 5.3 ng 127096 6 15.69 482193 20.0
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