LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM0O10006.D
Aca On : 12 May 2017 04:06 Instrument :
Operator : SJ/MA gyAﬁg el

- - lentosampleld :
3?22'6 : 13079-03 LFO01MW001-170509
ALS Vial : 21 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 M\METHODS\8270-BM051117.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 3.604 79 88 92 rBV 32637493 45994121 100.00% 23.641%
2 3.810 117 123 135 rVB 2387179 3192903 6.94% 1.641%
3 3.975 143 151 158 rBVY 20318332 27842900 60.54% 14.311%
4 4.857 276 301 304 rBV 388738 2012834 4.38% 1.035%
5 4.910 305 310 314 rBV 440422 738534 1.61% 0.380%
6 5.093 327 341 346 rBVY 3410694 5848861 12.72% 3.006%
7 5.263 367 370 379 rVB2 2045899 3851809 8.37% 1.980%
8 5.357 379 386 390 rBV 782596 1183333 2.57% 0.608%
9 5.404 390 394 403 rVB 2772492 5402074 11.75% 2.777%
10 5.616 403 430 435 rBv4 658639 3662625 7.96% 1.883%

11 5.775 450 457 464 rBV 2531351 3726776 8.10% 1.916%
12 6.457 539 573 574 rBV 595806 3468200 7.54% 1.783%
13 6.587 593 595 597 rvVB 1038024 775731 1.69% 0.399%
14 6.639 597 604 609 rvB 547640 916650 1.99% 0.471%
15 6.839 631 638 643 rBvV 647677 940756 2.05% 0.484%

16 6.898 643 648 652 rBvV 314546 472945 1.03% 0.243%
17 6.975 652 661 666 rBv2 1261858 3068117 6.67% 1.577%
18 7.139 685 689 694 rvB4 1349039 2871325 6.24% 1.476%
19 7.298 711 716 727 rVV 1196003 1933030 4._.20% 0.994%
20 7.398 727 733 741 rVB 2132110 3201761 6.96% 1.646%

21 7.645 770 775 784 rVB2 440839 771694 1.68% 0.397%
22 7.798 796 801 805 rVvB2 758474 1069435 2.33% 0.550%
23 7.863 805 812 818 rBV 1251050 2442950 5.31% 1.256%
24 8.086 844 850 851 rBV3 1526775 2524119 5.49% 1.297%
25 8.116 851 855 861 rVB 6896338 10659671 23.18% 5.479%

26 8.222 867 873 881 rvB2 932033 1783569 3.88% 0.917%
27 8.551 913 929 935 rBV 2328218 4777916 10.39% 2.456%
28 8.851 974 980 988 rBV7 186286 467211 1.02% 0.240%
29 8.933 988 994 1001 rvB 1108350 1853686 4._.03% 0.953%
30 9.210 1022 1041 1044 rBVv4 648067 2385292 5.19% 1.226%

31 9.363 1058 1067 1072 rBV3 431788 980808 2.13% 0.504%
32 9.775 1134 1137 1152 rVB3 339243 621832 1.35% 0.320%
33 10.022 1152 1179 1183 rBV3 2229881 8058621 17.52% 4.142%
34 10.063 1183 1186 1193 rVB 2287498 3109351 6.76% 1.598%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM0O10006.D
Aca On : 12 May 2017 04:06 Instrument :
Operator : SJ/MA EFAﬁg el

- - lentosampleld :
a?zgle : 13079-03 LFO01MW001-170509
ALS Vial : 21 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

Z:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.204 1203 1210 1216 rVB3 261327 545740 1.19% 0.281%

36 10.445 1242 1251 1256 rBV 474895 822176 1.79% 0.423%
37 10.557 1264 1270 1274 rBV2 316530 565138 1.23% 0.290%
38 10.610 1274 1279 1286 rVB 1327915 2217453 4.82% 1.140%
39 10.922 1326 1332 1338 rVB 341437 581269 1.26% 0.299%
40 11.104 1356 1363 1368 rBVY 305984 518172 1.13% 0.266%

41 11.404 1406 1414 1429 rBV2 1393998 2983902 6.49% 1.534%
42 12.427 1577 1588 1598 rBV4 295471 1017605 2.21% 0.523%
43 13.021 1681 1689 1697 rVB2 2403452 4722222 10.27% 2.427%
44 13.233 1716 1725 1728 rBV2 332014 718273 1.56% 0.369%
45 13.280 1728 1733 1742 rVB 1460489 2350347 5.11% 1.208%

46 13.586 1777 1785 1793 rBV2 371699 769805 1.67% 0.396%
47 14.415 1919 1926 1932 rVB2 502048 843942 1.83% 0.434%
48 15.210 2050 2061 2074 rBV2 1388047 2865096 6.23% 1.473%
49 15.915 2175 2181 2187 rBV 1649360 2304266 5.01% 1.184%
50 16.062 2200 2206 2211 rBV2 301309 493558 1.07% 0.254%

51 16.145 2216 2220 2229 rVB2 302840 481875 1.05% 0.248%
52 16.392 2251 2262 2270 rBV2 229014 543209 1.18% 0.279%
53 17.168 2389 2394 2404 rVB 559960 826137 1.80% 0.425%
54 18.051 2541 2544 2552 rVB2 368827 477557 1.04% 0.245%
55 19.792 2835 2840 2847 rBV 2865089 3544851 7.71% 1.822%

56 21.356 3102 3106 3112 rVB 718011 917620 2.00% 0.472%
57 23.650 3490 3496 3504 rVB2 415522 832188 1.81% 0.428%

Sum of corrected areas: 194553841
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010006.D

3e+07

2.5e+07

3.97
2e+07

1.5e+07

1e+07
8.12

5000000

. 40 577
Lo ool st oseosB A 2 1 s oo maom i

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 900 950 1000 1050 1100 11.50
Abundance TIC: BM010006.D

3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000

13.0 5.2 19.79
1243 | %,53513.59 14.42 1521 [L6626.39 17.17 18.05 I

—
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010006.D

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

2&36 23.65

R o s B e e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Methyl Isobutyl Ketone Concentration Rank 1

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

3.60 860.16 ng 45994100 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 86
2 2-Hexanone 100 C6H120 000591-78-6 72
3 1-Propene. 1l-propoxv-. (Z2)- 100 C6H120 014360-78-2 47
4 Ether.1- propenvl propvl 100 C6H120 003424-89-3 47
5 2,4-Pentanedione 100 C5H802 000123-54-6 46

Abundance Scan 87 (3.599 min): BM010006.D (-79) (-) m/z 43.05 100.00%
43.0
5000

3.20 3.40 3.60 3.80 4.00

135.0

179.2 207.1

o m/z 58.10 48 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3782: Methy! Isobutyl Ketone
43.0
5000 | LN LIS L L L L LB LB L
3.20 3.40 3.60 3.80 4.00
0
85.0 m/z 57.05 34.42%
oy | 7
|
T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
RS R s S R
3.20 3.40 3.60 3.80 4.00
5000 m/z 41.10 34.26%
100.0
71.0
mewwwwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3840: 1-Propene, 1-propoxy-, (2)-
58.0 3.20 3.40 3.60 3.80 4.00
m/z 85.05 24 .27%
5000f 579
100.0
I e o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Pentanol, 4-methyl- Concentration Rank 13

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

3.81 59.71 ng 3192900 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Heptanol 116 C7H160 000543-49-7 40
4 Carbamic acid. 1l-methvlethvl ester 103 C4H9NO2 001746-77-6 36
5 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 9

Abundance Scan 123 (3.810 min): BM010006.D (-117) (-) m/z 45.10 100.00%
441
5000
69.1
87.1 3.40 3.60 3.80 4.00 4.20
0 oAt e e, | m/z 43.05 26 73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4347: 2-Pentanol, 4-methyl-
45.0
5000
3.40 3.60 3.80 4.00 4.20
270 ‘ 69.0 m/z 41.10 20.04%
'"'|ﬂh'ml'”W'j"ﬁﬁq'l"“l""l“"l"'w""l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
3.40 3.60 3.80 4.00 4.20
5000 m/z 69.10 19.78%
27.0 69.0
87.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8078: 2-Heptanol e
45.0 3.40 3.60 3.80 4.00 4.20
m/z 39.10 11.46%
5000
27.0
---‘-.-‘J%-‘WH- 'Mlq7;q'aﬁ;?'%qﬁ:q L AL BRI SO SR SN RSB RARSEAARBEN
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid, 3-methyl- Concentration Rank 17

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

4._86 37.64 ng 2012830 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Formic acid hvdrazide 60 CH4N20 000624-84-0 47
3 Hexanoic acid 116 C6H1202 000142-62-1 39
4 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 38
5 Thiirane 60 C2H4S 000420-12-2 9

Abundance Scan 301 (4.857 min): BM010006.D (-276) (-) m/z 60.05 100.00%
60.0
5000 41.1
|‘ 871 460 4.80 5.00 5.20
69.0 . . ) .
...,....,....,....-;I:.?,lzl.'.-'."....',....,...|.,...??1.-.2.., m/z 41.10 45.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4182: Butanoic acid, 3-methyl-
60.0
5000
41.0 460 4.80 5.00 5.20
27.0 87.0 m/z 43.10 44 .89%
150 |, | //s00 690 1020
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
60.0
" 460 480 5.00 520
5000 430 m/z 45.10 28.99%
L AL UL SULELIR SUELE AL UL S SURLLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7851: Hexanoic acid
60.0 4.60 4.80 5.00 5.20
m/z 39.05 27 .98%
5000 270 41.0 73.0
87.0
”'I"'W"lﬂﬁ"ﬂlwi§qng't"“hl"l'”hl"?%q"'l U SR SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid Concentration Rank 10

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

5.62 68.50 ng 3662630 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 59
2 Pentanoic acid 102 C5H1002 000109-52-4 59
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
4 Hexanoic acid. 6-bromo- 194 C6H11Bro02 004224-70-8 40
5 Hexanoic acid 116 C6H1202 000142-62-1 39

Abundance Scan 431 (5.622 min): BM010006.D (-403) (-) m/z 60.10 100.00%
6d.1
5000 43.1
A R UL SR
520 5.40 5.60 5.80 6.00
o...,....|,~||.|..|!'|-..-.-.,8.7~.'(.’.,.?1.4.'}....,....,....,....,297.-.1. m/z 73.10 42.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1989: Butanoic acid
60.0
5000
520 5.40 5.60 5.80 6.00
41.0 m/z 43.10 39.45%
'}%QM'AW'”'”"wgggw"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
520 5.40 5.60 5.80 6.00
5000 m/z 41.10 22 .63%
41.0
15.0 87.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #20912: Propanedioic acid, propyl-
44.0 60.0 520 5.40 5.60 5.80 6.00
m/z 45.10 18.88%
5000
27.0
Ay e
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid, 2-methyl- Concentration Rank 11

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

6.46 64 .86 ng 3468200 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 86
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 83
3 Pentanoic acid. 2-methvl-. butvl._._. 172 C10H2002 006297-41-2 83
4 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 72
5 Ethanol, 2-[(2-aminoethyl)amino]- 104 C4H12N20 000111-41-1 38

Abundance Scan 573 (6.457 min): BM010006.D (-539) (-) m/z 74.05 100.00%
74.0

5000 43.0

SN { S—
6.20 6.40 6.60 6.80
101.0
ﬁTrrJ,”.'..?ﬂg,"?.-lj-.,.|...,-....}216.-‘.’.,....,....,....,297.-9. m/z 43.05 39.86%

S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4195: Butanoic acid, 2-methyl-
74.0
29.0 57.0
5000
6.20 6.40 6.60 6.80
m/z 41.05 29.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74.0
6.20 6.40 6.60 6.80
5000 43.0 m/z 87.05 17.91%
59.0 99.0 116.0
B B L e o o o o o o o o B N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37307: Pentanoic acid, 2-methyl-, butyl ester R e A RAREE TR L
74.0 6.20 6.40 6.60 6.80
m/z 39.00 16.93%
43.0
5000
“ \ 59.0 || | 99.0 117.0 1440 1720
B LI I o e N LA A I o o o o S o
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, l-ethyl-3-methyl- Concentration Rank 15

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

7.14 53.70 ng 2871330 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 83
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 70
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 70
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 70
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 70

Abundance Scan 689 (7.139 min): BM010006.D (-685) (-) m/z 105.10 100.00%
105.1
5000
601 120.1
4|1|-1 | 77|'0 91|.o 6.80 7.00 7.20 7.40
St N Y Y O NP PR 1/ N m/z 120.10 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9133: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.80 7.00 7.20 7.40
770 910 120.0 m/z 60.10 21.49%
150 270 390 S0 &0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 \
6.80 7.00 7.20 7.40
5000 120.0 m/z 76.95 16.38%
270 0 510 630 O 910
R IR U IR UL UL I I I IURIE S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105.0 6.80 7.00 7.20 7.40
m/z 91.00 14 .32%
5000
120.0
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
| i | L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

Sample : 13079-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.30 Concentration Rank 18

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

7.30 36.15 ng 1933030 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14

Abundance Scan 716 (7.298 min): BM010006.D (-711) (-) m/z 132.00 100.00%
132.0
68.1
5000
40.0 “ 96.0 ‘
54.0 7.00 7.20 7.40 7.60
8.0 .
bl e | ageomso U Y es 10 64,630
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U LS L I
69.0 7.00 7.20 7.40 7.60
29,0 57.0 : m/z 66.05 47 .84%
: H ‘ 89.0 103.0 ‘
SN - O S =X N
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono "0 720 70 760
5000 m/z 134.00 32.83%
31.0 51.0
79.0
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methy!l- R e R R
132.0 7.00 7.20 7.40 7.60
m/z 69.10 28.67%
5000 67.0
. A2 N A . S P
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BM051117.M Fri May 12 18:06:26 2017

LFO01MWO001-170509

Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA M\DATA\BMO051117\
BMO10006.D

12 May 2017 04:06

SJ/MA

13079-03

21 Sample Multiplier: 1

d

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

LFO01MWO001-170509

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 Benzene, 1,2,3-trimethyl- Concentration Rank 12

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

7.40 59.88 ng 3201760 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 93
4 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 81

Abundance Scan 733 (7.398 min): BM010006.D (-727) (-) m/z 105.10 100.00%
106.1
5000 1201
391 511 ggq T 911 7.00 7.20 7.40 7.60 7.80
et et e e et | Tm/z 120010 36.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 7.00 7.20 7.40 7.60 7.80
770 o10 m/z 77.10 16.34%
150 270 %0 510 eso 77 MO |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
7.00 7.20 7.40 7.60 7.80
5000 120.0 m/z 91.10 13.25%
14.0 28.0 39.0 51.0 65.0 77.0 91.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 |
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0 7.00 7.20 7.40 7.60 7.80
m/z 119.10 10.20%
120.0
5000
27.0 39\9 51\0 6:5\0 77\‘\0 91\.0 LA ol
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 | | 7.00 7.20 7.40 7.60 7.80

8270-BM0O51117

-M Fri May 12 18:06:27 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

Sample : 13079-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,4-trimethyl- Concentration Rank 16

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

7.86 45.69 ng 2442950 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 812 (7.863 min): BM010006.D (-805) (-) m/z 105.10 100.00%
105.1
5000
39.0 74.1 R L S I UL
1211 7.60 7.80 8.00 8.20
ol i 2070 | 77 120.10  33.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000 UL UL R A L
7.60 7.80 8.00 8.20
m/z 74.10 18.30%
39.0 77.0
.y%?.H..h..M?%%...M..ﬁ.,hh.%%GQ.., S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
7.60 7.80 8.00 8.20
5000 m/z 77.00 16.45%
s70 510 77.0 121.0
mes o 40 W %0 1% o 1w 1o 1o 20
Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 39.05 14 .35%
5000
77.0
RTINS v
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

8270-BM051117.M Fri May 12 18:06:28 2017

LFO01MWO001-170509

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

9.21 84.41 ng 2385290 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 64
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 39
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 36

Abundance Scan 1041 (9.210 min): BM010006.D (-1022) (-) m/z 73.05 100.00%
73.0
5000 41.0
01.1
Jﬂ n | 1289 8.80 9.00 9.20 9.40 9.60
ey b LB m/z 88.10 73.62%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000
41.0 8.80 9.00 9.20 9.40 9.60
‘ 01.0 m/z 41.05 38.90%
140| H‘,”. oo ,‘ N
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 880
880 9.00 9.20 9.40 9.60
5000 m/z 57.10 29.90%
115.0142.0 173.0  214.0242.0 272.0 313.0  355.0
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88.0 8.80 9.00 9.20 9.40 9.60
m/z 55.10 23.30%
5000
41.0
N O ™ S g pore | 9w 11 L W
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60

8270-BM051117.M Fri May 12 18:06:28 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-methyl- Concentration Rank 20

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

9.36 34.71 ng 980808 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 72
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 59
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 58
4 2-Methvlheptanoic acid 144 C8H1602 001188-02-9 53
5 Pentanoic acid, methyl ester 116 C6H1202 000624-24-8 50

Abundance Scan 1067 (9.363 min): BM010006.D (-1058) (-) m/z 74.10 100.00%
74.1
5000
41.0 87.0
Il 55'“1 | 1011 191 4., 9.00 9.20 9.40 9.60
e e et e el e e e || M/ 87.00  27.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13005: Hexanoic acid, 2-methyl-
74.0
5000
a7 430 9.00 9.20 9.40 9.60
' 60.0 87.0 m/z 41.05 26.08%
H L ‘ “ 101.0 1150 130.0
m/z--> 10 20 30 40 55 60 70 80 §o 160 110 120 130 140
Abundance
74.0
9.00 9.20 9.40 9.60
5000 43.0 m/z 73.05 16.63%
27.0 87.0
15.0 55.0 1010 117.0
wwmmwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4195: Butanoic acid, 2-methyl-
74.0 9.00 9.20 9.40 9.60
29.0 m/z 43.10 15.25%
"~ 410 570
5000
87.0
”I“'W'J'P'”MHMW'J'P'“‘j“"”LP'}O%QW'”'P'”I”'W" SRS A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

8270-BM051117.M Fri May 12 18:06:29 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 3-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.02 285.19 ng 8058620 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl- 122 C8H100 000620-17-7 92
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 64
3 Phenol. 4-ethvl- 122 C8H100 000123-07-9 64
4 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 64
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 59

Abundance Scan 1179 (10.022 min): BM010006.D (-1152) (-) m/z 107.10 100.00%
107.1
5000 7.1
31 47 9.80 10.00 10.20 10.40
123.0 : : : :
147.9 207.0 m/z 77.10 47.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9600: Phenol, 3-ethyl-
107.0
5000
770 9.80 10.00 10.20 10.40
39.0 ‘ m/z 122.10 46 .10%
'JF%?""'wl"§$%?””" ”h' e |"l '}?“.9" | NI SN S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
9.80 10.00 10.20 10.40
5000 m/z 60.05 25.13%
77.0
150 60.0 123.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #9595: Phenol, 4-ethyl- e T
107.0 9.80 10.00 10.20 10.40
m/z 39.10 18.91%
5000
77.0
150 90850, | | 12%-0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 9.80 10.00 10.20 10.40

8270-BM051117.M Fri May 12 18:06:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.06 110.04 ng 3109350 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 96
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 91
3 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 91
4 Phenol. 2-ethvl- 122 C8H100 000090-00-6 91
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 90
Abundance Scan 1186 (10.063 min): BM010006.D (-1183) (-) m/z 107.10 100.00%
107.1
5000 77.1
39.1
0 | ‘ 128.1 9.80 10.00 10.20 10.40
oM b e b b 2069 1 Tns77122.10  97.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9615: Phenol, 3,5-dimethyl-
122.0
5000
9.80 10.00 10.20 10.40
77.0 m/z 77.10 43.19%
39.0
"w'“"w“§ﬁ?“"M'?ﬁglW"|k"'w"'|"“|""|'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
9.80 10.00 10.20 10.40
5000 m/z 121.10 41.07%
77.0
150 390 0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9626: Phenol, 2,5-dimethyl-
122.0 9.80 10.00 10.20 10.40
m/z 91.10 28.80%
5000
39.0 77.0
104/0
..,...w...§%?”.,....,”..,....“...,..”,....,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BM051117.M Fri May 12 18:06:30 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.40 105.60 ng 2983900 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 74
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 72
3 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 70
4 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 70
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 68
Abundance Scan 1413 (11.398 min): BM010006.D (-1406) (-) m/z 121.05 100.00%
121.1
5000
137.1 11.00 11.20 11.40 11.60 11.80
206.9 m/z 107.10 56.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15856: Phenol, 2-ethyl-4-methyl-
121.0
5000 AR RARSR ARSI

11.00 11.20 11.40 11.60 11.80
m/z 136.10 53.68%

91.0
270 510670 | | | 1310
L L i o i o o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 77.10 40.82%
91.0
150 390 65.0 137.0
LA o o i LA o B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15829: Phenol, 3,4,5-trimethyl-
121.0 11.00 11.20 11.40 11.60 11.80
m/z 91.05 32.78%
5000
39.0 91.0
65.0 ‘
O o I T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80

8270-BM051117.M Fri May 12 18:06:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

Sample : 13079-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 19 Benzenepropanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.43 36.01 ng 1017610 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid 150 C9H1002 000501-52-0 68
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 64
3 Benzvilmalonic acid 194 C10H1004 000616-75-1 50
4 3-Phenvl-propionic acid. isoprop... 192 C12H1602 022767-95-9 43
5 Benzenepropanoic acid, octyl ester 262 C17H2602 037826-57-6 40

Abundance Scan 1588 (12.427 min): BM010006.D (-1577) (-) m/z 91.10 100.00%
91.1
5000
150.1
o1 2 15.0 12.20 12.40 12.60 12.80
m/z 104.10 48 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23322: Benzenepropanoic acid
91.0
5000 150.0
12.20 12.40 12.60 12.80
m/z 150.10 28.20%
380, 65\0\\\ | \‘ 131.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
12.20 12.40 12.60 12.80
5000 m/z 142.10 23.19%
150.0
51.0
'"'I”"I'”'I"”I""P"%?iq'l'”' T ”"I"'W'%§§P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51412: Benzylmalonic acid e
91.0 12.20 12.40 12.60 12.80
m/z 77.05 22 .88%
5000
150.0
131.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

8270-BM051117.M Fri May 12 18:06:32 2017

LFO01MWO001-170509
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010006.D

Aca On : 12 May 2017 04:06

Operator : SJ/MA

ﬁ?ggle i 13079-03 LFO01MW001-170509
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 1,2,5-Trithiepane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.28 55.70 ng 2350350 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 93
2 1.3.5-Trithiocvcloheptane 152 C4H8S3 081451-19-6 49
3 1.2.4-Trithiolane. 3.5-dimethvl- 152 C4H8S3 023654-92-4 49
4 Thiirane 60 C2H4S 000420-12-2 14
5 N,N-Bis(2-hydroxyethyl)-2-aminoe... 213 C6H15NO5S 010191-18-1 10

Abundance Scan 1733 (13.280 min): BM010006.D (- 1728) ) m/z 151.95 100.00%

60.0 151

5000

13.00 13.20 13.40 13.60

o! S 2070 1 Tz 60.00 85.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24402: 1,2,5-Trithiepane
152.0

5000 60.0 R R

87.0 13.00 13.20 13.40 13.60
]D&0]240 m/z 59.00 77 .84%

27.0
\‘ I “ \ !

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
59.0 152.0
87.0 13.00 13.20 13.40 13.60
5000 m/z 45.00 67.70%
41.0 106.0 124.0
LA B e o L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24408: 1,2,4-Trithiolane, 3,5-dimethyl-
59.0 13.00 13.20 13.40 13.60
152.0 m/z 87.00 55.52%
5000 92.0
27.0 ‘
.,.\‘.\.‘.“,?.?.“.\\.‘.?6.? PR I ) [ Y Wt 1 U
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051117\
Data File : BM010006.D
Acqg On : 12 May 2017 04:06 Instrument :
Operator : SJ/MA EFAﬁg ol

- - lentosampleld :
a?ch:le : 13079-03 LFO01MWO001-170509
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Methyl Isobutyl K. .. 3.60 860.2 ng 45994100 1 7.76 1069440 20.0
2-Pentanol, 4-met. .. 3.81 59.7 ng 3192900 1 7.76 1069440 20.0
Butanoic acid, 3-... 4._.86 37.6 ng 2012830 1 7.76 1069440 20.0
Butanoic acid 5.62 68.5 ng 3662630 1 7.76 1069440 20.0
Butanoic acid, 2-... 6.46 64.9 ng 3468200 1 7.76 1069440 20.0
Benzene, 1-ethyl-.._. 7.14 53.7 ng 2871330 1 7.76 1069440 20.0
unknown7 .30 7.30 36.1 ng 1933030 1 7.76 1069440 20.0
Benzene, 1,2,3-tr... 7.40 59.9 ng 3201760 1 7.76 1069440 20.0
Benzene, 1,2,4-tr... 7.86 45.7 ng 2442950 1 7.76 1069440 20.0
Hexanoic acid, 2-... 9.21 84.4 ng 2385290 2 10.56 565138 20.0
Hexanoic acid, 2-... 9.36 34.7 ng 980808 2 10.56 565138 20.0
Phenol, 3-ethyl- 10.02 285.2 ng 8058620 2 10.56 565138 20.0
Phenol, 3,5-dimet... 10.06 110.0 ng 3109350 2 10.56 565138 20.0
Phenol, 2-ethyl-4_.. 11.40 105.6 ng 2983900 2 10.56 565138 20.0
Benzenepropanoic ... 12.43 36.0 ng 1017610 2 10.56 565138 20.0
1,2,5-Trithiepane 13.28 55.7 ng 2350350 3 14.42 843942 20.0
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