LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On : 28 Jul 2017 14:38 Instrument :
Operator : SJ/JU BNA_F '
Sample 1 14397-06 2X ClientSampleld :
Misc - T-1C-14.5-15.0-072117
ALS Vial : 13 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-BF072517.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 2.622 123 125 135 rBvY 37622 107907 7.62% 0.698%
2 4.616 461 464 473 rBV 93642 130790 9.23% 0.846%
3 5.081 539 543 565 rBY 1224156 1381984 97.54% 8.935%
4 6.145 721 724 739 rBVY 1490385 1416822 100.00% 9.160%
5 6.257 739 743 755 rVB 1536378 1356966 95.78% 8.773%
6 6.487 778 782 791 rBV 803246 684222 48.29% 4_.423%
7 6.639 805 808 817 rBVY 1110107 999681 70.56% 6.463%
8 7.051 874 878 893 rBV 945140 819481 57.84% 5.298%
9 7.186 899 901 909 rVB3 17029 22260 1.57% 0.144%
10 7.698 985 988 992 rBV 31430 30339 2.14% 0.196%
11 7.769 996 1000 1005 rBY 1105097 905713 63.93% 5.855%
12 8.216 1073 1076 1083 rVB3 19423 22072 1.56% 0.143%
13 8.810 1175 1177 1179 rBV 22619 17820 1.26% 0.115%
14 8.845 1179 1183 1187 rBVY 1518344 1260214 88.95% 8.147%
15 8.945 1197 1200 1206 rVB 24860 26157 1.85% 0.169%
16 9.245 1248 1251 1253 rBV 218712 163658 11.55% 1.058%
17 9.263 1253 1254 1257 rVB 40392 26519 1.87% 0.171%
18 9.475 1286 1290 1292 rBV 37117 33699 2.38% 0.218%
19 9.516 1293 1297 1300 rVvVv 915544 821754 58.00% 5.313%
20 9.545 1300 1302 1307 rVB6 18860 18746 1.32% 0.121%
21 9.704 1321 1329 1331 rBV6 12639 27150 1.92% 0.176%
22 9.792 1341 1344 1347 rBV 24864 20456 1.44% 0.132%
23 9.945 1367 1370 1372 rBV 42853 38979 2.75% 0.252%
24 9.969 1372 1374 1377 rVB 63382 45875 3.24% 0.297%
25 10.186 1404 1411 1415 rBV 69393 96985 6.85% 0.627%

26 10.298 1427 1430 1436 rBV 685705 616028 43.48% 3.983%
27 10.451 1451 1456 1463 rBV 120631 178969 12.63% 1.157%

28 10.633 1484 1487 1490 rBV3 26277 30805 2.17% 0.199%
29 10.886 1527 1530 1532 rBV 66464 55158 3.89% 0.357%
30 10.916 1532 1535 1539 rVB 52712 51318 3.62% 0.332%
31 10.986 1543 1547 1550 rBV 722150 614226 43.35% 3.971%
32 11.010 1550 1551 1555 rVB 81676 50806 3.59% 0.328%
33 11.063 1557 1560 1565 rVB2 21422 18774 1.33% 0.121%
34 11.310 1599 1602 1607 rBV 48989 45240 3.19% 0.292%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On : 28 Jul 2017 14:38 Instrument :
Operator : SJ/JU BNA_F '
Sample 1 14397-06 2X ClientSampleld :
Misc - T-1C-14.5-15.0-072117
ALS Vial : 13 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-BF072517.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.486 1624 1632 1635 rBV9 17332 32833 2.32% 0.212%
36 11.539 1640 1641 1644 rBV2 19571 16194 1.14% 0.105%
37 11.598 1649 1651 1653 rBV2 15170 14779 1.04% 0.096%
38 11.716 1668 1671 1678 rVB 45271 45161 3.19% 0.292%
39 11.810 1685 1687 1692 rVB4 14237 15424 1.09% 0.100%
40 12.098 1733 1736 1739 rBV 38450 32980 2.33% 0.213%
41 12.192 1749 1752 1758 rVB 137034 120729 8.52% 0.781%
42 12.333 1772 1776 1779 rVB6 10457 16123 1.14% 0.104%
43 12.416 1786 1790 1793 rBV 126572 113442 8.01% 0.733%
44 12.468 1797 1799 1805 rvv2 39761 45934 3.24% 0.297%
45 12.568 1812 1816 1822 rVB 945948 835221 58.95% 5.400%
46 12.821 1856 1859 1862 rVB2 26670 29635 2.09% 0.192%
47 12.851 1862 1864 1868 rVB3 19350 23562 1.66% 0.152%
48 12.951 1876 1881 1882 rBV3 16364 22215 1.57% 0.144%
49 12.974 1882 1885 1889 rVvv5s 16600 21751 1.54% 0.141%
50 13.168 1915 1918 1920 rVB 26814 24544 1.73% 0.159%
51 13.257 1931 1933 1935 rVB 22823 19668 1.39% 0.127%
52 13.363 1947 1951 1952 rBV3 12890 19247 1.36% 0.124%
53 13.492 1969 1973 1978 rVB2 57444 77331 5.46% 0.500%
54 13.610 1989 1993 1996 rBV 728223 729033 51.46% 4_.713%
55 13.633 1996 1997 2001 rVB 56661 43954 3.10% 0.284%
56 13.721 2010 2012 2013 rBV2 21408 19209 1.36% 0.124%
57 13.810 2025 2027 2029 rVB 28279 23103 1.63% 0.149%
58 13.957 2049 2052 2053 rBV3 20043 21313 1.50% 0.138%
59 14.115 2074 2079 2084 rBV6 56818 142276 10.04% 0.920%
60 14.762 2186 2189 2191 rBV3 68903 86144 6.08% 0.557%
61 14.962 2219 2223 2229 rBV 456839 522431 36.87% 3.378%
62 16.609 2501 2503 2506 rBV3 43912 48078 3.39% 0.311%
63 16.792 2533 2534 2535 rBV 45486 31784 2.24% 0.205%
64 17.515 2654 2657 2659 rBV3 40908 55135 3.89% 0.356%
65 18.009 2739 2741 2743 rBV3 34715 43704 3.08% 0.283%
66 18.621 2843 2845 2846 rBV2 37081 37438 2.64% 0.242%

Sum of corrected areas: 15467948
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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: BF097153.D
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Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097153.D

8|85

1400000
1200000

1000000 9.52 12,57

13.

800000 10.99

600000

400000

200000

12.1912.42
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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: BF097153.D
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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:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown2.62 Concentration Rank 7

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

2.62 3.15 ng 107907 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 9
2 Butanenitrile. 2-(methoxvmethoxv) 129 C6H11NO2 1000196-86-5 9
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 1sopropvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 125 (2.622 min): BF097153.D (-123) (-) m/z 45.00 100.00%
4.0
5000 \\\M‘KVwWMh_“
| 610 220 240 2.60 2.80 3.00
S O N - 5 S — m/z 43.00 17.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #938: Propylene Glycol
45.0
AN A MIAM]
5000 SRR SRR
2.20 240 2.60 2.80 3.00
290 m/z 61.00 5.28%
150 “\‘ ‘61\'0 76.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45.0
220 240 2.60 2.80 3.00
5000 m/z 44.00 4 .60%
68.0
29.0 57.0 ga0 100.0 128.0
wmmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #944: R—(—)—l,Z—propanedioI | NLELELELE LA NN BN N}
48.0 2.20 2.40 2.60 2.80 3.00
m/z 42.00 4.15%
5000
29.0
e PV N -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.62 3.82 ng 130790 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 465 (4.622 min): BF097153.D (-461) (-) m/z 42.95 100.00%
43.0
59.0 ﬁ\*
5000
| wo O WB ik ab 4By Sho
el 830l "m/z 59.00 53.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a2 2o ko 4B Sho
0
150 a0 1010 m/z 58.00 14 .29%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 5.00
5000 m/z 101.10 12.92%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e BRamn )
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 10.54%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097153.D

Aca On 28 Jul 2017 14:38

Operator : SJ/JU

Sample : 14397-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 39.66 ng 1356970 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.257 min): BF097153.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
—
40.0 540 | 96.1 J 6.00 6.20 6.40 6.60
il o | ust Y m/z 68.10 40.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U U R I
6.00 6.20 6.40 6.60
310 510 m/z 134.00 31.57%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 600 620 6.40 6.60
5000 67.0 m/z 66.00 25.07%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R e e e Raa
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 15.05%
74.0
5000 9go 1160
T I‘I\I - ""“l : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.19 2.36 ng 96985 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 80
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Octacosane 394 C28H58 000630-02-4 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1412 (10.192 min): BF097153.D (-1404) (-) m/z 57.10 100.00%

57.1
5000

13.1 169.2 9.80 10.00 10.20 10.40 10.60
m/z 43.05 48 .75%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57.0
5000 LA B L L L L L L L LB
9. 80 10. OO 10 20 10 40 10. 60
m/z 71.10 43 .95%
| | h | | \‘1?‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

9.80 10.00 10.20 10.40 10.60
5000 m/z 41.00 24 _.68%

ﬂ”m%nm%mmmww4mo 561.0 615.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- B B o
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.05 20.34%

5000

113.0

JJL

183. 0 239. 0 296 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.80 10.00 10 20 10.40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097153.D

Aca On 28 Jul 2017 14:38

Operator : SJ/JU

Sample : 14397-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 6 Heptadecane, 2,6-dimethyl- Concentration Rank 3

T-1C-14.5-15.0-072117

R.T. EstConc Area Relative to ISTD R.T.
10.45 5.83 ng 178969 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 83
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 58

Abundance Scan 1456 (10.451 min): BF097153.D (-1451) (-) m/z 57.00 100.00%
57.0
5000
132 . 1020 1040 10160 1080
: m/z 71.10 59.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000 RN IR BN RN I
10,20 10.40 10,60 10.80
85.0 m/z 43.05 57 .49%
il ‘ Il “‘ufo 141.0 BZO nso 253.0
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260
Abundance
57.0
" 10.20 10.40 10,60 10.80
5000 m/z 85.10 22 .20%
29.0 85.0
130 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48913: Nonane, 2-methyl-5-propy!- T T
57.0 10.20 10.40 10.60 10.80
m/z 41.00 21.51%
5000
85.0
T L 120 e
miz> % 40 6 B 100 'iéc')' '1'216' 160 180 200 220 240 260 " 10.20 10,40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097153.D

Aca On 28 Jul 2017 14:38

Operator : SJ/JU

Sample : 14397-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 7 Sulfurous acid, octadecyl 2... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.12 ng 77331 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 64
2 1-Bromoeicosane 360 C20H41Br 004276-49-7 47
3 7-Oxabicvclol4.1.0lheptane. 1.5-... 126 C8H140 162239-52-3 43
4 Dodecane. l1l-bromo- 248 C12H25Br 000143-15-7 43
5 Tetratetracontane 619 C44H90 007098-22-8 43

Abundance Scan 1973 (13.492 min): BF097153.D (-1969) (-) m/z 57.05 100.00%
57.0
5000
147.1173.2 218.1 249.9 2811 ' 1320 1340 1360 1380 )
e : m/z 43.00 57 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 LN S ISR BULILE R
Bmmmmmnm
m/z 55.00 49 .23%
125.0
A 155.0 183.0  224.0 253.0
m/z--> %&mmmmmmmmmmmmmm
Abundance
57.0
| 13.20 13.40 13.60 13.80
m/z 71.10 42 .93Y%
5000 29.0 85.0 135.0 1
111.0 169.0 197.0 225.0249.0 281.0  319.0
WWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11486: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- O B .
43.0 13.20 13.40 13.60 13.80
71.0 m/z 41.10 36.66%
5000
111.0
Illllllll‘l‘ IIIIIII TTTrT IIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl14.12 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.12 3.90 ng 142276 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 38
2 Pentadecane 212 C15H32 000629-62-9 25
3 Eicosane 282 C20H42 000112-95-8 25
4 Hexadecane 226 C16H34 000544-76-3 15
5 Tridecane 184 C13H28 000629-50-5 15
Abundance Scan 2080 (14.121 min): BF097153.D (-2074) (-) m/z 41.00 100.00%
41,0
10 674 244.1
5000 1231
1891 - rTryrTTT rTrryrrrryrTTT
“ s04.1 13.|80 14.'00 14.'20 14.'40 '
N— m/z 57.00 97.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57.0
5000 85.0 L L L
13.80 14.00 14.20 14.40
29.0 m/z 43.00 94 .65%
U 301410 1690 1070 2400
T T T e o e e P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RRRRE R R e E Ry
2.0 13.80 14.00 14.20 14.40
5000 2> 85.0 m/z 71.05 64.69%

WWWWWTWTWTWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane e AREEEEEaSEE
57.0 13.80 14.00 14.20 14.40
m/z 67.00 58.52%

5000 85.0
29.0
‘ | H30 1410 1690 1970 2250 2530 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl14.76 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.30 ng 86144 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.10.11.12-Hexahvdroperyvlene 258 C20H18 007350-92-7 27
2 9-Borabicvclol3.3.1Tnonane. 9.9"... 258 C16H28B20 074744-62-0 25
3 3-Bromo-2.6-dimethvl-8-phenvlthi... 342 C16H23Br0S 113219-35-5 15
4 Ferrocene. (trimethvilsilv)- 258 C13H18FeSi 012215-68-8 15
5 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 14
Abundance Scan 2189 (14.762 min): BF097153.D (-2186) (-) m/z 95.10 100.00%
98.1 258.1
41.0
5000 1231 o
161.1  207.0 : T
Lo 1 332.2 365.4 14.'40 14.|60 14.|80 15.'00 '
i m/z 258.10 87.95%
m/z--> 50 100 150 200 250 300 350
Abundance #109377: 1,2,3,10,11,12-Hexahydroperylene
258.0
5000 U N DAL L DU B

14.40 14.60 14,80 15.00
m/z 81.10 86.92%

114.0 2120
1 B G .1/ N B A S —
m/z--> 50 100 150 200 250 300 350
Abundance
258.0
R AR maEE
14.40 14.60 14.80 15.00
5000 m/z 41.05 76 .65%
93.0 120.0147 0
41'0 : 189.0217.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #178004: 3-Bromo-2,6-dimethyl-8-phenylthiooct-6-en-2-ol R AR maEE
81.0 14.40 14.60 14.80 15.00
m/z 69.10 73 .38%
135.0
5000
43.0
217 0 344.0
.‘wdy“Lmﬂ~w}?;9‘.u P <. R R -
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097153.D

Aca On - 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl7.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.52 2.11 ng 55135 Perylene-d12 14 .96
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dinitro-4-trifluoromethvl-N-... 333 C13H14F3N304 073015-58-4 9
2 Fumaric acid. (2-chlorocvclohexy... 400 C22H37Cl104 1000345-07-5 7
3 Fumaric acid, (2-chlorocyclohexy... 386 C21H35C104 1000345-07-4 1
Abundance Scan 2658 (17.521 min): BF097153.D (-2654) (-) m/z 95.10 100.00%
95.1
55.0
5000
133.1
249.1
181'0212,0 279.1 8211 3561 USRI BN BN B
17.20 17.40 17.60 17.80
ﬁ_rﬂh m/z 55.05 59.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171242: 2,6-Dinitro-4-trifluoromethyl-N-cyclohexylaniline
55.0

316.0

5000

17.20 17.40 17.60 17.80
m/z 69.05 56.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
17.20 17.40 17.60 17.80
5000 m/z 71.10 33.32%
55.0
130.0 247.0
169.0 211.0 287.0 365.0 400.0
L o o e O LA A e e e e ML B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #205560: Fumaric acid, (2-chlorocyclohexyl)methyl decy! ester e
93.0 17.20 17.40 17.60 17.80
m/z 133.10 31.64%
5000
550 130.0 2
211.0 247.0
by geso TV L 20 ssio
m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17'30
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072817\

Data File : BF097153.D

Acq On 28 Jul 2017 14:38

Operator : SJ/JU

a?ggle i 14397-06 2X T-1C-14.5-15.0-072117
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
unknown2 .62 2.62 3.1 ng 107907 1 6.49 684222 20.0
2-Pentanone, 4-hy... 4.62 3.8 ng 130790 1 6.49 684222 20.0
unknown6 .26 6.26 39.7 ng 1356970 1 6.49 684222 20.0
Hexatriacontane 10.19 2.4 ng 96985 3 9.52 821754 20.0
Heptadecane, 2,6-... 10.45 5.8 ng 178969 4 10.99 614226 20.0
Sulfurous acid, o... 13.49 2.1 ng 77331 5 13.61 729033 20.0
unknownl14 .12 14.12 3.9 ng 142276 5 13.61 729033 20.0
unknownl14 .76 14.76 3.3 ng 86144 6 14.96 522431 20.0
unknownl17 .52 17.52 2.1 ng 55135 6 14.96 522431 20.0
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