LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 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-BF071618 .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 5.213 485 489 496 rVB 217151 253029 10.62% 1.016%
2 5.601 551 555 559 rVB 2142622 2041165 85.67% 8.200%
3 6.601 720 725 733 rBVY 2199583 2233309 93.74% 8.972%
4 6.748 746 750 754 rBVY 2505819 2234493 93.79% 8.976%
5 6.801 756 759 763 rVB2 37965 34164 1.43% 0.137%
6 6.983 786 790 793 rVB 905882 826393 34.69% 3.320%
7 7.136 812 816 819 rBVY 1910949 1550784 65.09% 6.230%
8 7.542 877 885 888 rBY 1679362 1415855 59.43% 5.688%
9 8.266 1004 1008 1011 rBVY 1292794 1046393 43.92% 4.204%
10 9.336 1186 1190 1194 rBVvV 2398757 2099423 88.12% 8.434%

11 9.730 1254 1257 1260 rVB 566687 442858 18.59% 1.779%
12 10.024 1303 1307 1310 rBV 1496503 1268139 53.23% 5.094%
13 10.054 1310 1312 1316 rVB 61580 51438 2.16% 0.207%
14 10.571 1397 1400 1403 rVB2 31405 33699 1.41% 0.135%
15 10.813 1436 1441 1445 rBV 1875027 1743296 73.17% 7.003%

16 11.518 1557 1561 1564 rBV 1745793 1467746 61.60% 5.896%

17 11.542 1564 1565 1568 rVB 87069 41643 1.75% 0.167%
18 12.024 1643 1647 1649 rBv4 41374 47348 1.99% 0.190%
19 12.589 1741 1743 1749 rBV7 22563 40833 1.71% 0.164%
20 12.730 1764 1767 1772 rVB 82613 79605 3.34% 0.320%
21 12.907 1795 1797 1801 rBV5 29707 29619 1.24% 0.119%
22 12.965 1804 1807 1809 rBV2 66328 61795 2.59% 0.248%
23 13.101 1826 1830 1833 rBV 2811756 2382515 100.00% 9.571%
24 13.436 1885 1887 1890 rVB4 28180 28376 1.19% 0.114%
25 13.612 1915 1917 1921 rBV5 22886 31240 1.31% 0.125%
26 13.665 1923 1926 1931 rVB6 39695 65973 2.77% 0.265%

27 13.983 1977 1980 1984 rBV2 301980 289603 12.16% 1.163%
28 14.165 2007 2011 2014 rBV 1482237 1385374 58.15% 5.565%

29 14.306 2032 2035 2039 rBV6 66846 75825 3.18% 0.305%
30 14.406 2050 2052 2053 rBV2 38644 28787 1.21% 0.116%
31 14.612 2083 2087 2091 rBV6 130955 153204 6.43% 0.615%
32 14.936 2140 2142 2147 rVB5 80244 60196 2.53% 0.242%
33 15.295 2201 2203 2208 rVB4 84653 82005 3.44% 0.329%

34 15.700 2266 2272 2276 rBV2 831922 1164686 48.88% 4.679%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.171 2348 2352 2356 rVB7 62854 102165 4._.29% 0.410%

Sum of corrected areas: 24892976
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107443.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 3

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

5.21 6.12 ng 253029 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2 000921-14-2 53
2 .alpha.-D-Galactopvranoside. met... 249 C10H19NO6 017296-07-0 40
3 Guanidine 59 CH5N3 000113-00-8 40
4 2-Pentanone. 4-hvdroxyv-4-methvl- 116 C6H1202 000123-42-2 39
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 489 (5.213 min): BF107443.D (-485) (-) m/z 43.00 100.00%
43.0
5000 J
101.1 k
IR SRR N D
4.80 5.00 5.20 5.40 5.60
ot 1671 2501 3676 4271 4899 n/z 59.00  77.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 I L IUSAULE I
101.0 480 500 520 540 560
m/z 101.10 27.01%
L U L B D S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 17.65%
101.0
139.0
0"'l""l""l"'1'9?'9"%"'%"'%"''|""|"'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #258: Guanidine
59.0 4.80 5.00 5.20 5.40 5.60
m/z 42.00 15.95%
5000
O'M'W LA DAL BRI DAL BRSNS SURLELLA SURLELEL UL SN
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 54.08 ng 2234490 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 750 (6.748 min): BF107443.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
] '6.40 6.60 6.80 7.00
ol O M 1091 | 1650 2110 8073 4227 oz 68 10  59.58%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 R R LR UL LI B
6.40 6.60 6.80 7.00
m/z 66.00 40.23%
0 ....hl‘.“.“..l“...“.l....|....|....|....|....|...
mz-> 0 50 100 150 200 250 300 350 400
Abundance
132.0
6.40 6.60 6.80 7.00
5000 97.0 m/z 134.00 30.35%
31.0
S L L WL UL U L B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l- R L e R
56.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 27 .76%
5000
01'5'9"‘"“l“""gl"cl)'"'l Y DAL DA DAL UL SR SRS SRS UL SRR
mz-> 0 50 100 150 200 250 300 350 400 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Cyclopropane, 1-(1,2-dimeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.18 ng 289603 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1-(1l.2-dimethvlpro... 252 C18H36 041977-42-8 76
2 1-Nonadecene 266 C19H38 018435-45-5 76
3 l17-Pentatriacontene 491 C35H70 006971-40-0 60
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 55
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 55
Abundance Scan 1980 (13.983 min): BF107443.D (-1977) (-) m/z 83.10 100.00%

83.1

5000

25.0
13.60 13.80 14.00 14.20 14.40

68.1 222.9 267.9
m/z 57.00 94 .72%

o 332.1 383.8 434.1  502.7

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104204: Cyclopropane, 1-(1,2-dimethylpropyl)-1-methyl-2-n...
69.0

5000 ||||||||III|IIII|IIII|II
11.0 13.60 13.80 14.00 14.20 14.40

m/z 69.10 80.55%

(1530 20902520

O T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 97.0
i e
13.60 13.80 14.00 14.20 14.40
5000 m/z 43.10 75.86%
9.0 266.0
0l15.0 181.0 224.0
R B o IR B o B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene L e e
43.0 13.60 13.80 14.00 14.20 14.40
m/z 55.00 74 .95%
5000 83.0
25.0
. J 1229167.0 2100 267.0307.0 490.0
R B e T s B e e b A B T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107443.D

Aca On 17 Jul 2018 12:27

Operator : JU/SJ

Sample : J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.61 2.21 ng 153204 Chrysene-di12 14 .17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 72
2 Tricosane 324 C23H48 000638-67-5 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 64
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 2087 (14.612 min): BF107443.D (-2083) (-) m/z 57.10 100.00%

5000
155.2 215.2 275.2 L o o o o o o
238245 a0aq  462.3 519.0 14.20 14.40 14.60 14.80 15.00
o m/z 85.05 95.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 L

14.20 14.40 14.60 14.80 15.00
m/z 71.00 92.95%

4 ﬁ?‘169 0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

o,n.w.LM T T e T T T o e T e T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
L e
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.00 85.20%
113.0 324.0
169.0 267.0
(o I I B 0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83026: Hexadecane A Ea T o R
57.0 14.20 14.40 14.60 14.80 15.00
m/z 40.95 68.94%
5000
13.0
o 1111 | 169 0 226 0
A e e e R R E B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14. 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071718\
Data File : BF107443.D

Acq On 17 Jul 2018 12:27

Operator : JU/SJ

Sample - J3975-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.21 6.1 ng 253029 1 6.98 826393 20.0
unknown6.75 6.75 54_.1 ng 2234490 1 6.98 826393 20.0
Cyclopropane, 1-(... 13.98 4.2 ng 289603 5 14.17 1385370 20.0
Tritetracontane 14.61 2.2 ng 153204 5 14.17 1385370 20.0
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