LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 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-BF071317.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 4.751 466 470 477 rBV 15444 18934 2.36% 0.253%
2 5.198 542 546 559 rVB 223438 222561 27.74% 2.972%
3 6.245 721 724 732 rBV 286898 272379 33.95% 3.638%
4 6.369 741 745 750 rBV 312477 263528 32.85% 3.519%
5 6.598 781 784 788 rBV 671553 545736 68.03% 7.288%
6 6.757 807 811 819 rVB 188509 175499 21.88% 2.344%
7 7.157 876 879 884 rBV 145168 124036 15.46% 1.657%
8 7.881 999 1002 1006 rBV 923839 802211 100.00% 10.714%
9 8.180 1047 1053 1058 rBv4 5950 12366 1.54% 0.165%
10 8.328 1074 1078 1082 rVB2 13942 16140 2.01% 0.216%
11 8.492 1103 1106 1109 rVB 20964 18292 2.28% 0.244%
12 8.592 1118 1123 1126 rVB5 8891 13765 1.72% 0.184%
13 8.922 1176 1179 1182 rVB 19188 14160 1.77% 0.189%
14 8.957 1182 1185 1188 rVV 299395 217326 27 .09% 2.902%
15 9.057 1192 1202 1208 rBV3 28502 42540 5.30% 0.568%
16 9.351 1249 1252 1255 rBV 58060 56250 7.01% 0.751%
17 9.492 1272 1276 1280 rBV 26206 26659 3.32% 0.356%
18 9.580 1289 1291 1294 rBV 22522 18623 2.32% 0.249%
19 9.633 1295 1300 1303 rBV 728846 676853 84.37% 9.039%
20 10.051 1364 1371 1373 rBV 24477 30042 3.74% 0.401%
21 10.080 1373 1376 1380 rVB 31157 26110 3.25% 0.349%
22 10.174 1390 1392 1395 rBV 16817 12070 1.50% 0.161%
23 10.298 1409 1413 1416 rBV3 21064 25684 3.20% 0.343%
24 10.410 1430 1432 1437 rBV 113408 109809 13.69% 1.467%
25 10.551 1453 1456 1457 rBV2 41019 36837 4 _.59% 0.492%
26 10.745 1487 1489 1493 rBvV4 9492 11711 1.46% 0.156%
27 10.998 1529 1532 1535 rBV2 37475 35070 4_.37% 0.468%
28 11.027 1535 1537 1541 rVB2 25431 21047 2.62% 0.281%
29 11.104 1544 1550 1553 rBV 585456 529069 65.95% 7.066%
30 11.127 1553 1554 1559 rVB 128301 85016 10.60% 1.135%
31 11.180 1559 1563 1566 rBV 70206 62334 7.77% 0.832%
32 11.421 1602 1604 1610 rBV2 33492 46615 5.81% 0.623%
33 11.516 1618 1620 1624 rVB3 14662 16763 2.09% 0.224%
34 11.610 1632 1636 1638 rBV2 36720 39549 4_.93% 0.528%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 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-BF071317_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.633 1638 1640 1645 rVvVv 43975 38343 4.78% 0.512%
36 11.680 1645 1648 1650 rVvVv 24163 20033 2.50% 0.268%
37 11.716 1651 1654 1657 rVvV 70407 78626 9.80% 1.050%
38 11.739 1657 1658 1662 rVB 31429 22443 2.80% 0.300%
39 11.827 1671 1673 1678 rBV2 35639 37303 4._.65% 0.498%
40 11.898 1683 1685 1687 rVvVv 20999 20562 2.56% 0.275%
41 11.933 1687 1691 1694 rVB3 22855 30720 3.83% 0.410%
42 11.980 1696 1699 1701 rBV4 18206 23871 2.98% 0.319%
43 12.033 1706 1708 1709 rBV2 22051 18274 2.28% 0.244%
44 12.080 1714 1716 1718 rBV3 21883 22128 2.76% 0.296%
45 12.157 1726 1729 1731 rBVY 49373 53660 6.69% 0.717%
46 12.216 1737 1739 1741 rVB 56020 43212 5.39% 0.577%
47 12.239 1741 1743 1747 rBV4 23408 33335 4.16% 0.445%

48 12.310 1752 1755 1759 rVB 308211 278113 34.67% 3.714%
49 12.539 1789 1794 1796 rBV 289964 295932 36.89% 3.952%
50 12.586 1799 1802 1804 rVB2 56163 50244 6.26% 0.671%

51 12.686 1816 1819 1826 rBV 213871 230288 28.71% 3.076%
52 12.868 1848 1850 1854 rVB 84497 74388 9.27% 0.993%
53 12.939 1859 1862 1865 rVB2 108362 104596 13.04% 1.397%
54 12.968 1865 1867 1872 rBV4 58975 103755 12.93% 1.386%
55 13.280 1918 1920 1923 rVB 116532 98084 12.23% 1.310%

56 13.610 1973 1976 1981 rVB2 154958 161999 20.19% 2.164%
57 13.733 1993 1997 2000 rBV2 508644 581435 72.48% 7.765%

58 13.927 2027 2030 2033 rBV 159378 150203 18.72% 2.006%
59 14.527 2129 2132 2136 rBV2 232261 290661 36.23% 3.882%

Sum of corrected areas: 7487792
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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\BFO071817\

BF096857 .D

18 Jul 2017 20:05

SJ/Ju

14245-13 2X

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.37 Concentration Rank 2

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

6.37 9.66 ng 263528 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.369 min): BF096857.D (-741) (-) m/z 132.00 100.00%
132.0
5000 681
96.1 T T T T
401 540 6.00 6.20 6.40 6.60 6.80
o....,...:l'!...,:...,::I-.',..7.7.?....,..!.,135..1,....,...., ler m/z 68.10 35.61%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRNSSR SRR
6.00 620 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 33.36%
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 500 620 640 660 650
5000 ' m/z 66.00 21.73%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R o R
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14 .51%
5000
630 104.0
39.0 510 ‘ 7.0 90,0 117.0
0""I"'l‘ll"'wl"'lll‘l'I"‘ml""W""I"""I"N'I""I‘""I" T AT T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 A4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.72 2.97 ng 78626 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 38
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38

Abundance Scan 1655 (11.721 min): BF096857.D (-1651) (-) m/z 190.10 100.00%
19.1
5000
94.4
as0 991 11491351 1651 200.0 o461 11.40 11.60 11.80 12.00
o} m/z 189.05 94 .22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.40 11.60 11.80 12.00
' m/z 192.10 60.21%
oL 300 630 | 1130 1370 1630 ||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189.0
11.40 11.60 11.80 12.00
5000 m/z 191.05 49 _25%
94.0
163.0
R L S I B A BN S B S BN SRR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54751: Phenanthrene, 4-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 187.10 23 .55%
5000
95.0 165.0
O "'ﬁq;?' 'f“‘*'ml ""ﬁz?'g'l T |J" ' .H“. ES SRS DR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.03 ng 53660 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 90
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 87
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 87
5 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 83
Abundance Scan 1730 (12.163 min): BF096857.D (-1726) (-) m/z 206.10 100.00%
206.1
5000
3.0 gpq 1011 1269 165.1 224.2 11.80 12.00 12.20 12.40
o} m/z 191.10 61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 AP SUNA SN B
11.80 12.00 12.20 12.40
101.0 m/z 189.10 35.36%
oL 270 510 760 | 1@01%0m% H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
206.0
11:80 12,00 12.20 12,40
5000 m/z 205.05 28 .50%
89.0
140 390 630 109.0127.0 152.0 1780
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66250: Anthracene, 1,4-dimethyl- e ERmas na e
206.0 11.80 12.00 12.20 12.40
m/z 190.00 23.06%
5000
| 390 630  °° 1150 1520 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.87 2.56 ng 74388 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 74
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 62
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 53
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 50
Abundance Scan 1850 (12.868 min): BF096857.D (-1848) (-) m/z 216.10 100.00%
216.1
5000
55.0 108.1
81.0 1491 1771 240.1 2732 3035399 1 12.60 12.80 13.00 13.20
of : m/z 215.10 60 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74416: Pyrene, 1-methyl-
216.0
5000 SR AU SUNILR SR SR
12.60 12.80 13.00 13.20
108.0 189.0 m/z 217.10 30.41%
0l...39.0 63.0 137.0163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
12.60 12,80 13.00 1320
5000 m/z 108.10 21.46%
108.0
o 50.0 81.0 137.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene R EEEEE RS
216.0 12.60 12.80 13.00 13.20
m/z 213.10 19.51%
5000
108.0
o 57.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.94 3.60 ng 104596 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Hexadecane 226 C16H34 000544-76-3 60
3 Pentadecane 212 C15H32 000629-62-9 58
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 52
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 52
Abundance Scan 1862 (12.939 min): BF096857.D (-1859) (-) m/z 57.10 100.00%
57.1
5000
85.1 215.1
1131 1411 1751 240 1 12.60 12.80 13.00 13.20
oLt b i L 1BL L 2000 27l s282 e 6235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane
57.0
5000 AU RN AR
85.0 12:60 12,80 13.00 13.20
29.0 m/z 71.10 52 .53%
o L, M301410160.01060  240.0
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
57.0
12:60 12,80 13.00 13.20
5000 m/z 85.10 33.60%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71396: Pentadecane R A REER R
57.0 12.60 12.80 13.00 13.20
m/z 215.10 30.20%
85.0
5000
29.0
deid d | 0001500 2120
AR L aaa o L R LA B Raaana s s i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Pyrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.57 ng 103755 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 64
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 60
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 60
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 49
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 49

Abundance Scan 1867 (12.968 min): BF096857.D (-1865) (-) m/z 216.05 100.00%

216.1

5000

55.0
121.2

163.1 400 271.2 3012 05 4 12.60 12.80 13.00 13.20
(o} . m/z 215.10 72.67%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #74413: Pyrene, 2-methyl-

5000

12.60 12.I80 13.00 13.20
m/z 232.10  36.31%

18
122.0 163.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
12.60 12.80 13.00 13.20
5000 m/z 94.40 31.28%
94.0 189.0
0 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74418: 11H-Benzo[b]fluorene
216.0 12.60 12.80 13.00 13.20
m/z 231.10 23.93%
5000
107.0
o 50.0 81.0 139.0163.0 189.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.28 3.37 ng 98084 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 81
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 1920 (13.280 min): BF096857.D (-1918) (-) m/z 57.05 100.00%

57.0
5000

13.00 13.20 13.40 13.60
l | j 3711692 225.1 292.2
| I ll="= 2202 2922 | 3453 m/z 43.10 66.46%

m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
5000 LA L L L L L L LB
13. 00 13 20 13. 40 13 60
m/z 71.10 50.70%
270 | | %0 10 1080
O e L o o o e e o RSB e e e e e o e o |
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R EERERE SRS R
13.00 13.20 13.40 13.60
5000 m/z 85.10 39.00%
99.0 225.0
....,....,....,.... — T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane N B EE
57.0 13.00 13.20 13.40 13.60
m/z 41.10 22 .19%
5000
99.0
o 27,0 || )y, 1410 1830 225.0 281.0 337.0 394.0
— et e e e e e T R EERERE SRS R
m/z--> 50 100 150 200 250 300 350 13. 00 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.61 5.57 ng 161999 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 81

Abundance Scan 1976 (13.610 min): BF096857.D (-1973) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.1141.1 231.2 13.20 13.40 13.60 13.80 14.00
I Lo 20011991 (7026012901 3402 1 “h/7 0 43.10  63.88%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 U AR PR SRR B
85.0 1320 13.40 13.60 13.80 14.00
29.0 m/z 71.10 51.76%
. W‘hthWMMm%mmnm%m
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.20 13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 40.33%
29.0 268.0
O B S e LA B i o e e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T
57.0 13.20 13.40 13.60 13.80 14.00
m/z 41.10 25.15%
5000 85.0
0 ‘ } b Jﬂ{?9}41016901970 23902670294032303520
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00

8270-BF071317 .M

Wed Jul 19 14:56:59 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tetracosane Concentration Rank 5

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

13.93 5.17 ng 150203 Chrysene-di12 13.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 89
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87

Abundance Scan 2030 (13.927 min): BF096857.D (-2027) (-) m/z 57.10 100.00%
5%.1
5000
ggj 0 141.1 1801 21/ 2501 303.2 360.2  416.3 I1I3'6IOI I1I3'8I°I -1;1.0-0- -1;1.2-0- ”
ol— ol o e e P PR m/z 43.10 68.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 LN L L L L L LB L |
13.60 13.80 14.00 14.20
m/z 71.10 50.94%
0 26/0 “ Ll 141 0 1830 225.0 267.0 3380
e e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
L B
13.60 13.80 14.00 14.20
5000 m/z 85.10 37.91%
99.0 o 225.0
51280 1410 g5 J 352.0
e e e el e e o L o e ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane L B o
57.0 13.60 13.80 14.00 14.20
m/z 41.10 24 .13%
5000
99.0
26,0|| | | 141.0 18s. 0 2250 281.0 337.0  394.0
e e e e e L B
m/z--> 50 100 150 m 250 300 350 400 anmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096857.D

Aca On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .53 20.00 ng 290661 Perylene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 74

Abundance Scan 2132 (14.527 min): BF096857.D (-2129) (-) m/z 57.10 100.00%

5000

14.20 14.40 14.60 14.80

9.1 253.2
155.1 108.1

294.2

369.0 414.4 484.5

(o} m/z 71.10 63.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
5000 LN L L L L L LB L |

14.20 14.40 14.60 14.80
m/z 43.10 62.20%

9.0
| .| 14101830 2540

o L e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R RRARS EEEEE
14.20 14.40 14.60 14.80
5000 m/z 85.10 38.99%
o po.0 1410183022502680
B L B e B T B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94351: Hexadecane, 3-methyl- R AEmEEEE L
57.0 14.20 14.40 14.60 14.80
m/z 41.10 25.15%
5000
o 901410 2110
B L I LA B B e L R RRERS RS
m/z--> 50 100 150 200 250 300 350 400 450 500 14 20 14. 40 14 60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096857.D

Acq On 18 Jul 2017 20:05

Operator : SJ/JU

Sample : 14245-13 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
unknown6 .37 6.37 9.7 ng 263528 1 6.60 545736 20.0
4H-Cyclopenta[def... 11.72 3.0 ng 78626 4 11.10 529069 20.0
Phenanthrene, 2,5... 12.16 2.0 ng 53660 4 11.10 529069 20.0
Pyrene, 1l-methyl- 12.87 2.6 ng 74388 5 13.73 581435 20.0
Heptadecane 12.94 3.6 ng 104596 5 13.73 581435 20.0
Pyrene, 2-methyl- 12.97 3.6 ng 103755 5 13.73 581435 20.0
Tetradecane 13.28 3.4 ng 98084 5 13.73 581435 20.0
Octadecane 13.61 5.6 ng 161999 5 13.73 581435 20.0
Tetracosane 13.93 5.2 ng 150203 5 13.73 581435 20.0
Nonadecane 14.53 20.0 ng 290661 6 15.12 290661 20.0
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