LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 3.122 170 176 195 rBvV 132076 310377 8.72% 0.999%
2 4.939 481 485 496 rVB 207100 321045 9.02% 1.033%
3 5.351 549 555 558 rBY 3077058 3335902 93.74% 10.733%
4 6.380 724 730 734 rBVY 2995579 3558663 100.00% 11.450%
5 6.510 747 752 755 rBVY 3324584 3266846 91.80% 10.511%
6 6.739 787 791 794 rBV 998863 810674 22.78% 2.608%
7 6.898 813 818 821 rBVY 2660081 2531668 71.14% 8.145%
8 7.304 881 887 890 rBVY 2174823 2168455 60.93% 6.977%
9 8.022 1004 1009 1012 rBV 1232391 1039287 29.20% 3.344%
10 9.098 1187 1192 1195 rBV 3533610 3371001 94.73% 10.846%
11 9.492 1255 1259 1263 rBV 512913 427470 12.01% 1.375%
12 9.710 1293 1296 1300 rVB 53369 40277 1.13% 0.130%
13 9.774 1300 1307 1310 rBVY 1046786 1008089 28.33% 3.243%
14 10.210 1377 1381 1384 rVB 75271 60853 1.71% 0.196%
15 10.315 1396 1399 1405 rvB2 45784 45857 1.29% 0.148%

16 10.557 1435 1440 1453 rBV 1676115 1670036 46.93% 5.373%
17 10.680 1458 1461 1468 rVV 99876 105212 2.96% 0.339%
18 11.127 1534 1537 1539 rBV 61966 51917 1.46% 0.167%
19 11.157 1539 1542 1547 rVB2 33149 43928 1.23% 0.141%
20 11.251 1554 1558 1560 rBV 983077 833064 23.41% 2.680%

21 11.274 1560 1562 1565 rVV 194883 149416 4._.20% 0.481%

22 11.327 1565 1571 1574 rVB 51857 60333 1.70% 0.194%
23 11.480 1592 1597 1600 rBV2 43250 55269 1.55% 0.178%
24 11.751 1640 1643 1646 rBV2 32814 37166 1.04% 0.120%
25 11.780 1646 1648 1652 rVB 43500 36174 1.02% 0.116%
26 11.862 1658 1662 1664 rBV 64998 66313 1.86% 0.213%
27 11.957 1675 1678 1681 rBV2 38032 37323 1.05% 0.120%
28 12.304 1734 1737 1740 rBV 172397 174636 4.91% 0.562%
29 12.351 1740 1745 1749 rVB4 52831 88346 2.48% 0.284%

30 12.457 1760 1763 1766 rVB 192093 169821 4.77% 0.546%

31 12.686 1797 1802 1805 rBV 207233 205973 5.79% 0.663%

32 12.715 1805 1807 1811 rVB2 40189 42228 1.19% 0.136%
33 12.839 1824 1828 1831 rBV 2399762 2245670 63.10% 7.225%
34 13.015 1856 1858 1861 rVB 54171 44151 1.24% 0.142%

8270-BF081517.M Mon Aug 28 11:24:46 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.074 1866 1868 1872 rVB2 67009 71769 2.02% 0.231%
36 13.121 1873 1876 1880 rBV2 31566 39980 1.12% 0.129%
37 13.286 1901 1904 1907 rVB3 53571 62440 1.75% 0.201%
38 13.415 1924 1926 1928 rBV2 58521 47936 1.35% 0.154%

39 13.739 1978 1981 1990 rVB2 277263 357589 10.05% 1.151%
40 13.886 2001 2006 2008 rBV 764127 825627 23.20% 2.656%

41 14.062 2034 2036 2040 rVB2 88907 72914 2.05% 0.235%
42 14.368 2085 2088 2092 rBV2 129442 186344 5.24% 0.600%
43 14.662 2136 2138 2140 rBV2 93804 88604 2.49% 0.285%

44 15.303 2243 2247 2251 rBVY 457415 547993 15.40% 1.763%
45 15.968 2357 2360 2373 rVB2 174979 366259 10.29% 1.178%

Sum of corrected areas: 31080895
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF082517\

BF098042.D

25 Aug 2017 20:46

SJ/Ju

14943-01

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098042.D

5.35

4.94

|

6.51

6.38

6.90

7.30

6.74

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.02

1000000

500000

TIC: BF098042.D

10.56

9.77

11.25

9.49

L e

\];0}'\68

12.84

Or—>
Time-->

|
9.50 10.00 10.50 11.00 11.50

12.00

13.50

12.50 13.00

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

B.
500000

0

13.89

TIC: BF098042.D

15.30

14.37 14.66

14.06

1

Time-->

17.00 17.50

4.00 14.50 15.00 15.50 16.00 16.50

18.00

18.50

19.00

8270-BF081517.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Propylene Glycol Concentration Rank 6

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

3.12 7.66 ng 310377 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 86
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 83
3 Isopropvl Alcohol 60 C3H80 000067-63-0 80
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Sam1766122mm)BHE&MZD(lﬂD() m/z 45.00 100.00%
4l:
5000 f\\\\__
rrrrrrTrTT T T T TR
61.0 2.80 3.00 3.20 3.40
39.0 55.0 76.0 85.9
oupuqmq””“m“”wmq““ﬁm:“qmq””Jm“”q”W””“m“”quq m/z 43.00 19.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45.0
5000 NS SRS AR
2.80 3.00 3.20 3.40
260 m/z 61.00 7.06%
. 190 777 woh 55.0 610 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
280 3.00 320 340
5000 m/z 44.00 6.02%
19.0 290
o 13.0 39.0 55.0 610 76.0
C L RN AR AR ALY KAL) KAL) KAL) LA RARA RN ALY KAL) KAL) AR MM AN AL B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #297: Isopropy! Alcohol
45.0 2.80 3.00 3.20 3.40
m/z 42.00 3.58%
5000
. 190 270 300 53.059.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.94 7.92 ng 321045 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetone 58 C3H60 000067-64-1 10
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (4.939 min): BF098042.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 750 480 b0 520 |
83.0 : : : :
0...,....,....,....,....','!...,...'I,..??',9....,.-...,...:,|....,. m/z 58.95 53_47%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR NRADE SUERE RN SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.99%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 5.00 520
5000 m/z 58.00 17.08%
15.0
58.0
0 27.0
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L B N LR |
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.28%
5000
101.0
15.0 270 6.0 71.0
0"W"”I”"P'HM"”IML'I”{'P"WL”'Iﬁq%"”ﬁ'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 80.60 ng 3266850 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 752 (6.510 min): BF098042.D (-747) (-) m/z 132.10 100.00%
13R.1
5000 68.1
400 %1 J "ok 640 650 680
.0 54.0 : - : :
ol 4820 | 80 m/z 68.10 46.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS RARE BURSE RSN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.45%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko b
5000 9go 1160 m/z 66.00 28.66%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e e  RRRRE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.51%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.--nu----u---- RSN SRS RSN AR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.53 ng 105212 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tridecane 184 C13H28 000629-50-5 81
3 Hexadecane 226 C16H34 000544-76-3 80
4 9-methvlheptadecane 254 C18H38 026741-18-4 80
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 1461 (10.680 min): BF098042.D (-1458) (-) m/z 57.05 100.00%

57.0

L

5000
113.1 140.0 168.0 10.40 10.60 10. 80 11. 00
o m/z 71.05 71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 LA L L L L L L LB
85.0 10 40 10 60 10. 80 11. 00
29.0 m/z 43.00 69.56%
o ‘ | 1180 1410 1600 107.0 2250 2530 282.0
'“v“'w“'v“'v“'w“'w“'v“"“"“"“"“"“"“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R EARERE SRR SRS R
10.40 10.60 10.80 11.00
5000 m/z 85.05 45 .90%
85.0
29.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane e B S M S, S
57.0 10.40 10.60 10.80 11.00
m/z 41.05 30.12%
5000 85.0
29.0
ol L L 1130 1410 1690 107.0_ 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.30 4.19 ng 174636 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 81
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 81
3 1-Hexadecanol 242 C16H340 036653-82-4 81
4 n-Pentadecanol 228 C15H320 000629-76-5 76
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 70
Abundance Scan 1736 (12.298 min): BF098042.D (-1734) (-) m/z 83.00 100.00%
.0
2000 /\/\‘NAM“
115411760 12.00 12.20 12.40 12.60
0! : m/z 69.05 88.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1
55.0 .0
5000 RN BN R
12.00 12.20 12.40 12.60
29.0 m/z 57.10 80.96%
: 139.0
m/z--> 25 45 6| 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 83.0
12.00 12.20 12.40 12.60
5000 m/z 55.05 79.01%
111.0
o 63.0 141045 ¢182.0 208.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95985: 1-Hexadecanol R R e R
43.0 12.00 12.20 12.40 12.60
69.0 m/z 206.10 78.48%
5000
125.0
ol 22 | \“ L 154.0 196.0 224.0
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.35 2.12 ng 88346 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 59
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53

Abundance Scan 1745 (12.351 min): BF098042.D (-1740) (-) m/z 57.05 100.00%

5%.0

5000

113.0 206.1 L LA LB L N LB N B

12.00 12.20 12.40 12.60
m/z 71.10 89.54%

1411 173.0

o

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

Abundance #152416: Tridecane, 1-iodo-
57.0
5000 . LA L L L L L B
850 12.00 12.20 12.40 12.60
28.0 183.0 m/z 43.00 68.12%
A . S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e e N REERE
12.00 12.20 12.40 12.60
5000 85.0 m/z 85.05 58.11%
29.0 155.0
. 113.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane R B .
57.0 12.00 12.20 12.40 12.60
m/z 41.00 37.48%
5000
85.0
29.0
o J ‘ il ,113.0 141.0 169.0 226.0
P.”P.”P.”,””,u.q”.q”.q.”..”..”..”..”..”.P.up.” R e e N REERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 8 3-Octadecene, (E)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.74 8.66 ng 357589 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 1981 (13.739 min): BF098042.D (-1978) (-) m/z 57.05 100.00%
57.0 83.0
5000
AUV R
13.40 13.60 13.80 14.00
- 182.0 2151 252.1276.1 316.2 /7 83.05 84 _69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104188: 3-Octadecene, (E)-
41,0
5000 AUV RS
13.40 13.60 13.80 14.00
m/z 69.10 77 .39%
125.0
ob | 154.0 182.0  224.0 252.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 77 .08%
111.0
29.0 139.0 1690 2100 2380 oo o
o} ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecyl ester R e EEAER R
13.40 13.60 13.80 14.00
m/z 55.00 68.94%
5000
29.0
o 139.0 168.0  210.0 238.0 2660 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.37 4.51 ng 186344 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 80
Abundance Scan 2088 (14.368 min): BF098042.D (-2085) (-) m/z 57.10 100.00%
51.1
5000
7.1
127.1 195.1 262.1 14.00 14.20 14.40 14.60
— 16410 2200 1720418302 3913 ns7 71.10  80.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83027: Hexadecane
57.0
5000 LR AR DU BN SRS B
14. oo 14. 20 14.40 14.60
99.0 m/z 43.10 58.04%
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
43.0
14.00 14.20 14.40 1460
5000 85.0 m/z 85.10 54 _35%
o 1250155 o 197 0 231.0261.0
m/z--> 55 160 1éo 200 250 360 350 400
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester L B o e
43.0 14.00 14.20 14.40 14.60
m/z 69.10 34.09%
5000 85.0
ob 20 18202170 e
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.23 ng 88604 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 72
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 64
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 53
5 Sulfurous acid, octadecyl pentyl... 404 C23H4803S 1000309-15-0 53
Abundance Scan 2138 (14.662 min): BF098042.D (-2136) (-) m/z 57.10 100.00%
51.1
85.1
5000
113.1 14.40 14.60 14.80 15.00
141.1169.1  217.1 253.1 296.1 334.3 .
ol l ! 083 "msz 71.10 87.73%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 L B BRI SULR U
14.40 14.60 14.80 15.00
29.0 m/z 43.10 66.13%
0 \‘ \“ ‘\‘ n‘\ \“\ \\‘11\\3 0\141 0169 0197.0 268.0
m/z--> 55 160 1%0 200 250 300 3%0
Abundance
57.0
1440 14.60 14.80 15.00
5000 85.0 m/z 85.10 60.13%
29.0
. 113.0 155-0183.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester L  RRRRs Bam s
43.0 14.40 14.60 14.80 15.00
m/z 69.00 22.47%
71.0
5000
0 N‘L ‘ ‘}270155018202100
m/z--> ' 150 200 250 300 3%0 1420 1460 1480 1550
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098042.D

Aca On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 3

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

15.97 13.37 ng 366259 Perylene-di12 15.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 72
2 Phenanthrene. 9-dodecvltetradeca... 360 C26H48 055334-01-5 70
3 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 70
4 _beta.-iso-Methvl i1onone 206 C14H220 1000285-40-2 70

5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 50

Abundance Scan 2360 (15.968 min): BF098042.D (-2357) (-) m/z 191.15 100.00%
2

5000

55.

15.60 15.80 16.00 16.20

331.1 383.4

246.2 279.1

0 m/z 95.10 61.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 LA L L L L LB L
109.0 15.60 15.80 16.00 16.20
49.0 3550 m/z 69.10 57.92%
UL me o e
| I—— I O S R S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 R e S
15.60 15.80 16.00 16.20
5000 55.0 m/z 81.05 53.81%
135.0 360.0
0,150 2220 2640 303.0
L B e e e B o B e e o S o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane L B o e
191.0 15.60 15.80 16.00 16.20
m/z 109.10 43.27%
5000
109.0
398.0
\ H ?49,0 J 260.0 355.0
] R — i, At o | e R ERRAEEEEE
m/z--> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF081517.M Mon Aug 28 11:24:52 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\
Data File : BF098042.D

Acq On : 25 Aug 2017 20:46

Operator : SJ/JU

Sample : 14943-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
Propylene Glycol 3.12 7.7 ng 310377 1 6.74 810674 20.0
2-Pentanone, 4-hy... 4.94 7.9 ng 321045 1 6.74 810674 20.0
unknown6 .51 6.51 80.6 ng 3266850 1 6.74 810674 20.0
Eicosane 10.68 2.5 ng 105212 4 11.25 833064 20.0
n-Nonadecanol-1 12.30 4.2 ng 174636 4 11.25 833064 20.0
Tridecane, l-iodo- 12.35 2.1 ng 88346 4 11.25 833064 20.0
3-Octadecene, (E)- 13.74 8.7 ng 357589 5 13.89 825627 20.0
Hexadecane 14.37 4.5 ng 186344 5 13.89 825627 20.0
Nonadecane 14.66 3.2 ng 88604 6 15.30 547993 20.0
28-Nor-17.alpha.(... 15.97 13.4 ng 366259 6 15.30 547993 20.0
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