LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.184 481 484 490 rBV 70754 76139 3.36% 0.397%
2 5.590 550 553 567 rVB 986291 916580 40.46% 4.782%
3 6.595 720 724 733 rVB2 587384 655168 28.92% 3.418%
4 6.731 742 747 750 rBVY 1723868 1597291 70.50% 8.333%
5 6.778 752 755 760 rVB2 38396 40642 1.79% 0.212%
6 6.954 781 785 788 rVB 535219 491232 21.68% 2.563%
7 7.007 790 794 798 rVB2 44358 50817 2.24% 0.265%
8 7.107 807 811 815 rVB 1542264 1533737 67.70% 8.001%
9 7.519 868 881 884 rBVY 1212313 1376462 60.76% 7.181%
10 7.672 904 907 912 rVB 84004 84664 3.74% 0.442%
11 7.766 917 923 927 rVB 65024 76761 3.39% 0.400%
12 7.913 940 948 951 rBV5 17633 30649 1.35% 0.160%
13 7.954 951 955 957 rBV3 23478 31604 1.39% 0.165%
14 8.136 982 986 989 rBV3 34465 40209 1.77% 0.210%
15 8.166 989 991 996 rvv4 19490 38067 1.68% 0.199%
16 8.236 996 1003 1006 rVvVv 745786 679000 29.97% 3.542%
17 8.272 1007 1009 1015 rVvB6 35119 44848 1.98% 0.234%
18 8.372 1024 1026 1031 rVB3 20396 28596 1.26% 0.149%
19 8.519 1047 1051 1052 rBV3 29465 29287 1.29% 0.153%
20 8.719 1080 1085 1089 rVB7 25986 41152 1.82% 0.215%
21 8.807 1097 1100 1102 rBV3 24614 28065 1.24% 0.146%
22 9.048 1138 1141 1145 rBV3 38308 50584 2.23% 0.264%
23 9.083 1145 1147 1152 rVB5 47722 49971 2.21% 0.261%
24 9.178 1159 1163 1167 rBV 47716 61765 2.73% 0.322%
25 9.266 1175 1178 1180 rBV3 25866 31601 1.39% 0.165%

26 9.313 1180 1186 1189 rBV 2371654 2265559 100.00% 11.819%
27 9.419 1200 1204 1208 rVB 528166 473126 20.88% 2.468%

28 9.472 1211 1213 1217 rVV5 30863 34523 1.52% 0.180%
29 9.560 1225 1228 1229 rBV2 24580 27330 1.21% 0.143%
30 9.648 1240 1243 1249 rBV7 37317 79627 3.51% 0.415%
31 9.701 1249 1252 1255 rVB 385344 305693 13.49% 1.595%
32 9.901 1284 1286 1291 rVB3 51455 50466 2.23% 0.263%
33 9.995 1298 1302 1306 rVvB2 851685 720229 31.79% 3.757%
34 10.072 1313 1315 1318 rBV3 21852 24501 1.08% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.383 1365 1368 1369 rBV3 33524 32265 1.42% 0.168%
36 10.401 1369 1371 1376 rVB2 78453 78618 3.47% 0.410%
37 10.513 1387 1390 1393 rVB2 34757 38707 1.71% 0.202%

38 10.560 1395 1398 1402 rVB 190174 176001 7.77% 0.918%
39 10.795 1433 1438 1441 rBV 1563894 1521184 67.14% 7.936%

40 10.877 1449 1452 1456 rBVY 49658 53127 2.34% 0.277%
41 11.325 1526 1528 1531 rBVY 35249 29605 1.31% 0.154%
42 11.489 1552 1556 1559 rBV 838001 706333 31.18% 3.685%
43 11.860 1617 1619 1622 rVB3 40700 35463 1.57% 0.185%
44 12.013 1641 1645 1653 rBV2 234668 259589 11.46% 1.354%
45 12.136 1664 1666 1669 rBVY 51583 50997 2.25% 0.266%
46 12.713 1762 1764 1767 rVB2 48038 36789 1.62% 0.192%
47 12.795 1775 1778 1782 rBV3 49538 60812 2.68% 0.317%

48 12.960 1803 1806 1810 rVB 159545 138232 6.10% 0.721%
49 13.071 1821 1825 1829 rBV 1761178 1754266 77.43% 9.152%
50 13.954 1972 1975 1981 rBV 173489 159679 7.05% 0.833%

51 14.148 2004 2008 2013 rBV 605088 542885 23.96% 2.832%
52 14.601 2082 2085 2091 rVB 67782 73891 3.26% 0.385%
53 14.918 2136 2139 2145 rVB 120294 120510 5.32% 0.629%
54 15.277 2196 2200 2210 rVB 139978 170421 7.52% 0.889%
55 15.695 2264 2271 2279 rVB2 462358 804227 35.50% 4.196%

56 16.136 2342 2346 2352 rVB 114174 171726 7.58% 0.896%
57 16.671 2433 2437 2442 rVB 55866 87114 3.85% 0.454%

Sum of corrected areas: 19168386
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062818\

BF106923.D

28 Jun 2018 16:24

JussJ

J3717-07

12 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000
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TIC: BF106923.D
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Time-->
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2000000

1500000

1000000

500000

7095 BLR.2378.52 881

TIC: BF106923.D

10.80
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T
12.50

-
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Time--> 12.00
Abundance TIC: BF106923.D

2000000

1500000

1000000

14.15
500000
14.92 .
14.60 15.28 16.14
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.18 3.10 ng 76139 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 483 (5.178 min): BF106923.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS SR LR
83.0 | 4.80 5.00 520 5.40 5.60
e et e 828 L Tm/z 59.00  64.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RARRS RS LR
4.80 5.00 520 5.40 5.60
59.0 m/z 101.10 19.53%
2f0 | 510 ‘ 690 80010 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 13.77%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol |||||l|llll|ll\lll|flv\lll|l
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.89%
5000 310 430 730
\‘\‘ “M\ 510\‘ : I 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 65.03 ng 1597290 1,4-Dichlorobenzene-d4 6.95
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF106923.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 540 || a0 % mo o0 ko oho 750
VT O | PV D [ £ SN | N m/z 68.10 39.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SIS S S SRR
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 33.02%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .00%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T |/i\| L B L
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.91%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclopentane, 1l-ethyl-3-met... Concentration Rank 18

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

7.01 2.07 ng 50817 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-ethvl-3-methvl-._... 112 C8H16 002613-65-2 50
2 4.4-Dimethvl-2-pentvl methvlphos... 196 C8H18FO02P 030593-65-8 43
3 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 38
4 Cvclopentane. 1l-ethvl-1-methvl- 112 C8H16 016747-50-5 35
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 35

Abundance Scan 794 (7.007 min): BF106923.D (-790) (-) m/z 43.00 100.00%
43.0 57.0 83.1
5000
70.1 105.0
‘l | | | 127.0 6.60 6.80 7.00 7.20 7.40
e el el Tm/Z 57.00 98.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6831: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0
41.0
5000
27.0 70.0 6.60 6.80 7.00 7.20 7.40
' m/z 83.10 91.60%
Y 70 Mo
. | il nin |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 83.0
41.0
99.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 55.00 75.04%
29.0
69.0 1250 1390
mmmwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 J&
Abundance #3386: 1-Butene, 2,3,3-trimethyl- Ay
55.0 83.0 6.60 6.80 7.00 7.20 7.40
m/z 41.00 64 .35%
41.0
5000
29.0 98.0
iso | || |, 690 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclopentasiloxane, decamet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

767 2.49ng 84664  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cvclopentasiloxane. decamethyl- 370 CIOH3005Si5  000541-02-6 72

2 Silanamine. 1.1.1-trimethvl-N-T2... 369 C17H35N02Si3 068595-60-8 47
3 m-Hvdroxvmandelic acid. tris(tri... 384 C17H3204Si3 068595-69-7 43
4 Benzeneacetic acid. .alpha..4-bi... 326 C15H2604Si2 055334-40-2 37
5 Phenethylamine, N-methyl-_beta.,... 399 C18H37N03Si3 010538-85-9 37

Abundance Scan 907 (7.672 min): BF106923.D (-904) (-) m/z 73.00 100.00%
73.0
267.0
5000 355.1
45.0 1271 193.0222.9 322.9 740 7.60 7.80 8.00
_B0 ) rera | aspoz2e | 329 | m/z 267.00 66.80%
miz--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73.0
5000 3550 LIS B L B L L L L L LB
267.0 7.40 7.60 7.80 8.00
m/z 355.10 44 . 43%
45.0 | 125.0154.0 193.0 237.0 | 3230 |
A
mz--> 50 100 150 200 250 300 350
Abundance
267.0
-
102.0 7.40 7.60 7.80 8.00
5000 73.0 m/z 268.00 17.59%
1470 1930 4379 354.0
s T T o B e amaa
mz--> 50 100 150 200 250 300 350
Abundance #204189: m-Hydroxymandelic acid, tris(trimethylsilyl)- e B B
267.0 7.40 7.60 7.80 8.00
23.0 m/z 356.10 15.97%
5000
147.0
450 | 1050 | 179.0270237.0 | 960 3*%369.0
et A L N Laaa -
mz--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 14

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

7.77 2.26 ng 76761 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 83
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 53
3 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 35
4 Hexanal. 3.5.5-trimethvl- 142 C9H180 005435-64-3 25
5 2,2-Dimethylpropionic acid, hexa... 326 C21H4202 032767-89-8 17

Abundance Scan 924 (7.772 min): BF106923.D (-917) (-) m/z 57.00 100.00%
51.0
83.0
5000
41.0
030 1251 LS R RN SR
1 | 7.40 7.60 7.80 8.00 8.20
e e — m/z 83.05 54.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 o
830 7.40 7.60 7.80 8.00 8.20
1030 e, m/z 41.00 34 .46Y%
...|.‘a‘..‘i“.‘..“.“l‘..‘..,a...‘,“‘....,.‘:.}?;?'9?'?9'.0...|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.40 7.60 7.80 8.00 8.20
5000 83.0 m/z 125.10 22 .26%
41.0
103.0
15.0 125.0 143.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #84850: 4,4-Dimethyl-2-pentanol, chlorodifluoroacetate
57.0 7.40 7.60 7.80 8.00 8.20
m/z 97.00 21.81%
5000 83.0
41.0
180 ) b L %90 1200 1570 2130
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 unknown9.42 Concentration Rank 3

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

9.42 13.14 ng 473126 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 62
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8H9NO2 000621-42-1 59
4 Acetamide. N-(2-hvdroxvphenvl)- 151 C8H9NO2 000614-80-2 45
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 43

Abundance Scan 1204 (9.419 min): BF106923.D (-1200) (-) m/z 43.00 100.00%
43.0 109.1
5000 1511
69.0 85.1
9.00 9.20 9.40 9.60 9.80
: 169.1
el gL 3832 180 h/7109.10 89, 19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 AR RS
9.00 9.20 9.40 9.60 9.80
690850 m/z 151.10 49.69%
169.0
---.2-7‘-'(-)-‘.‘ ol ,m,\, ol ,‘,ulll\,up, B lse02110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
9.00 9.20 9.40 9.60 9.80
5000 151.0 m/z 41.00 18.83%
93.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol I RAEEE T
109.0 9.00 9.20 9.40 9.60 9.80
m/z 85.10 15.10%
5000 151.0
43.0
80.0
27.0 ‘ 63.0 | ‘ 135.0 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 9.00 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Naphthalene, 2,6-dimethyl- Concentration Rank 15

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

9.65 2.21 ng 79627 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 78
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 60
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 55
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 55
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 53

Abundance Scan 1243 (9.648 min): BF106923.D (-1240) (-) m/z 156.10 100.00%
141.1156.1

5000

9.40 9.60 9.80 10.00
m/z 141.05 87.28%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000 T LR B TTT
9.40 960 980 1000
70 1150 m/z 155.10 44.33%
B GO A |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
9.40 9.60 9.80 10.00
5000 m/z 41.00 43.62%
141.0

360 510 0 9901150

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28503: Naphthalene, 1,5-dimethyl- A EEaE T R e
141.0156.0 9.40 9.60 9.80 10.00
m/z 119.05 43.55%
5000
76.0 115.0
S /B o NN T | N, % %
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF061918_.M Fri Jun 29 12:53:52 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Undecane, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.18 ng 78618 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 68
2 3.5-Dimethvldodecane 198 C14H30 107770-99-0 59
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 53
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
5 Hexadecane 226 C16H34 000544-76-3 49
Abundance Scan 1371 (10.401 min): BF106923.D (-1369) (-) m/z 57.05 100.00%
571.0
5000

10.00 10.20 10.40 10.60 10.80
m/z 43.05 60.57%

39 113.1 132.0149.1

178.1196.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl-
57.0
5000 LA B L B L L L L L LB
85.0 10.00 10.20 10,40 10.60 10.80
29.0 m/z 71.10 43.11%
141.0
\‘ il | 112.0 M 170.0
.”,..”,...,..”,..”,..”,..” R A REmas mE
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
A EAERREE R
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.05 41.26%
85.0
29.0
126.0 169.0 1080
R B R B B i i B o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- A EREE R
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.00 33.86%
5000 85.0
140.0
30 | 1130 18% 0 2050 226.0
B L B B N Al B e R AE A RRREE BE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10. 60 10 80

8270-BF061918_.M Fri Jun 29 12:53:56 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 4.89 ng 176001 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
2 Metacetamol 151 C8HONO2 000621-42-1 46
3 Acetaminophen 151 C8HONO2 000103-90-2 46
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 43
5 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 43
Abundance Scan 1398 (10.560 min): BF106923.D (-1395) (-) m/z 43.00 100.00%
43.0
109.1
5000
3.0 | 10120 10,40 10,60 1080
255.2 : - : :
"'|""'|| . .||?|IP |||II I||| A ':|'. ,&'3.9"'.0“'. :".,.1.7.‘}'}....“.'.'.“...,...'.,. m/z 109.10 76 .43%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 ”
Abundance #82807. 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ULV
10,20 10.40 10.60 10.80
69.0 m/z 213.20 30.92%
|1|5||0| I\ - ‘l - I\‘I‘HI M:‘: Iul‘d;lwpl I IHMI |J|-3|:!1|0| — l T |‘| . :!-|9|2|02|]|-:!-|0 EEREREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109.0
10.20 10.40 10,60 10.80
5000 151.0 m/z 151.10 26 .35%
43.0
80.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24781: Acetaminophen A B o o I S
109.0 10.20 10.40 10.60 10.80
m/z 41.00 21.56%
5000 151.0 MjwﬂwufbAANNAJLW“HIJAWWAV
43.0 80.0
}ﬁ?”'w'WHV'HPH'W'L'V'“l“*WH"'“"'“l“'w'“'w NN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,20 10,40 10.60 10.80

8270-BF061918_.M Fri Jun 29 12:53:57 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.35 ng 259589 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1645 (12.013 min): BF106923.D (-1641) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.1 'L
213.2
97.1 LSS R ———
L&“ 157.1 1852 o g 203 1160 11.80 12.00 12.20 12.40
. m/z 60.00 87.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

D
o
o

5000 129.0 TI T [T T T T[T T T T [ TT T[T
11. 60 11. 80 12. OO 12 20 12. 40

83.0 256.0 m/z 43.00 84 .65%
il

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
R B AR mamE
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 75.65%
97.0 199.0
157.0 242.0
15.0 177.0 223.0
LR A B e B e A RaRaEREE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid B o
73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 68.64%
43.0
5000
129.0
‘ 1710 2140
R 11 N Y R S S
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40

8270-BF061918_.M Fri Jun 29 12:53:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.96 5.09 ng 138232 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 72
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 59
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 53
Abundance Scan 1806 (12.960 min): BF106923.D (-1803) (-) m/z 213.10 100.00%
218.1
5000
oro 70 12.60 12.80 13.00 13.20
39.0 650 165.1 . . . .
0 ....,....,.'...,..'..',.'...|i..1.‘.‘?.‘.’.. ....,1?.9..1,....,..l..,....,..?.s,'%-P m/z 119.00 17.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 AR SRR AR B
12.60 12.80 13.00 13.20
119.0 m/z 228.10 16.80%
65.0 gﬁo | 1650

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

Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 16.26%

119.0 242.0
390 650 910 141.0 169.0 193.0

Wﬁwﬁmﬁmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

%

12.60 12.80 13.00 13.20
m/z 91.05 9.71%

5000

%

185.0
63 0 86.0 128.0 ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13. 20

8270-BF061918_.M Fri Jun 29 12:53:58 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.88 ng 159679 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 E-7-Octadecene 252 C18H36 1000130-92-0 93
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance _ Scan 1974 (13.948 min): BF106923.D (-1972) (-) m/z 57.05 100.00%
50 o714
5000
1360 13.80 14.00 14.20
m/z 55.00 94 _.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 RIS AU SN SRR
13.60 13.80 14.00 14.20
L ‘ m/z 43.00 92 .91%
2,4i,\,\|‘ \‘ ‘\ H 190w 2RO
m/z--> 50 150 200 250 300 350 400
Abundance
43.0
83.0 1360 13.80 14.00 14.20
5000 m/z 83.10 87.17%
168.0 210.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e e o N EEmms
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 79.67%
- VMLJK
230 ( ‘ ‘h }6.80 200.0 2520 2970 398.0
m/z--> 50 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.72 ng 73891 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2085 (14.601 min): BF106923.D (-2082) (-) m/z 57.05 100.00%
57.0
85.1
5000
113.1 14:20 14.40 14.60 14.80 15.00
1411 178 1207. 1234 12601 3241 - - - - -
— |,I l| L e i, 885 m/z 71.10 71.53%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LR AR BRI DU B
85.0 14 20 14. 40 14 60 14. 80 15. oo
29.0 : m/z 85.10 56.53%
‘\k M‘““‘ 113.0141.0169.0197.0226.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 85.0 m/z 43.00 53.91%
29.0 113014101690191022502530 295.0323.0 367.0 wwquWWM»ka{vawﬂmAvMM¢
m/z--> 55 160 150 260 250 300 3éo
Abundance #194499: Eicosane, 7-hexyl- B BEE e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.00 19.30%
5000 85.0 wwn4AWWNWAVWJLAM*NMHVAWATM
‘ M | Lﬁ{?0}4;0 182.0211.0 252.0281.0309,0337.0
m/z--> % ﬁ) ﬁo 2& ﬁ) ﬁo 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 15 Octadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4_.44 ng 120510 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2139 (14.918 min): BF106923.D (-2136) (-) m/z 57.00 100.00%
57.0
5000 8.1
131 14.60 14.80 15.00 15.20
141.1
b l-f'.d 2601901 2431 2831 5600 hjy 71.10  72.44%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 U AR BN SUR
14.60 14.80 15.00 15.20
0.0 1130 m/z 43.00 59.40%
m/z--> §o 160 1%0 260 250 360 3éo
Abundance
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 49 .84%
29.0
113.0 155'0183.0211,0 253.0
m/z--> §0 160 1%0 260 2%0 360 3éo
Abundance #141432: Pentadecane, 8-hexyl- L L L L L L L
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.26%
85.0
5000
29.0
113.0 196.0
| } L] 4101680 2240 2650
m/z--> 5'0 1(')0 150 200 250 300 3&'30 14.|60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 16 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.28 4.24 ng 170421 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2200 (15.277 min): BF106923.D (-2196) (-) m/z 57.05 100.00%
57.0
85.0
5000
41 2169 2 15.00 15.20 15.40 15.60
ol L i lll fl Aor12301 261 m/z 71.05 69.85%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR DAL B B B
15.00 15.20 15. 40 15. 60
m/z 43.05 54 _40%
29.0 13.
L 01410169 0107.0205.0253.0  296.0
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57.0
15,00 15.20 15.40 15.60
5000 85.0 m/z 85.05 53.36%
290 113.0141.0169.0197.0225.0253.0  295.0323.0 367.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl- e e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.42%
5000 85.0

13.
ﬂ }41016901970 239026702960 352.0

m/z--> 50 150 200 250 300 350 15.00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.14 4.27 ng 171726 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Sulfurous acid. butyl undecvl ester 292 C15H3203S 1000309-17-8 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2347 (16.142 min): BF106923.D (-2342) (-) m/z 57.10 100.00%
57.1
85.0 /
5000
PN SN SR B I
141.1 169.2 15.80 16.00 16.20 16.40
...,....,l...l ....,...!l.... Al b 2952 "m/z 71.05  67.64%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #141426: Heneicosane
57.0
85.0
5000 AR AR AR
15. 80 16. oo 16. 20 16.40
9.0 113.0 m/z 43.00 55.14%
L 1410160 0197022502530 _296.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.05 54 _73%
29.0
113.0 1550 183.02110 253.0
A L R L L LA LA L AR LA KRR LN KLY KARAS LR RARA RARAR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane L B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.45%
5000 85.0 )thhvwwwﬂmwjkmwmmmwnvvuw
290 113.0
‘ h | g Y 241.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 25&éo%ﬁmmmmmmmmnmm%mmmmmmo mmmmmmmm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106923.D

Aca On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample : J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl6.67 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.67 2.17 ng 87114 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 83

Abundance Scan 2437 (16.671 min): BF106923.D (-2433) (-) m/z 57.05 100.00%
57.0
AR SRR SR B
301 m/z 71.10 70.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AR S SR B
16.40 16.60 16.80 17.00
99.0 m/z 85.05 62.81%
27,0, | | | | | 1410 1830 2250 266.0296.0
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 43.05 58.31%
99.0
27.0 141.0 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 1éo 260 250 300 3%0 '
Abundance #94346: Heptadecane TT T[T T T T[T T T T[T T T T[T TTT
57.0 16.40 16.60 16.80 17.00
m/z 99.05 21.81%
5000
99.0
270 | | | |4 1410 1830 _ 2400
m/z--> - 55"' 160"' iéo"' 560"' 550"' 560"' ééd ] 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106923.D

Acq On : 28 Jun 2018 16:24

Operator : JU/SJ

Sample - J3717-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 3.1 ng 76139 1 6.95 491232 20.0
unknown6.73 6.73 65.0 ng 1597290 1 6.95 491232 20.0
Cyclopentane, l-e... 7.01 2.1 ng 50817 1 6.95 491232 20.0
Cyclopentasiloxan. .. 7.67 2.5 ng 84664 2 8.24 679000 20.0
Hexanoic acid, 3,... 7.77 2.3 ng 76761 2 8.24 679000 20.0
unknown9 .42 9.42 13.1 ng 473126 3 10.00 720229 20.0
Naphthalene, 2,6-... 9.65 2.2 ng 79627 3 10.00 720229 20.0
Undecane, 3-methyl- 10.40 2.2 ng 78618 3 10.00 720229 20.0
2,4,7,9-Tetrameth... 10.56 4.9 ng 176001 3 10.00 720229 20.0
n-Hexadecanoic acid 12.01 7.3 ng 259589 4 11.49 706333 20.0
Phenol, 4,4"-(1-m... 12.96 5.1 ng 138232 5 14.15 542885 20.0
Cyclohexadecane 13.95 5.9 ng 159679 5 14.15 542885 20.0
Hexadecane 14.60 2.7 ng 73891 5 14.15 542885 20.0
Octadecane, 1-iodo- 14.92 4.4 ng 120510 5 14.15 542885 20.0
Heptadecane, 9-oc... 15.28 4.2 ng 170421 6 15.70 804227 20.0
Heneicosane 16.14 4.3 ng 171726 6 15.70 804227 20.0
unknownl6.67 16.67 2.2 ng 87114 6 15.70 804227 20.0
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