LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM020818\
Data File : BM014198.D
Aca On : 08 Feb 2018 18:10 Instrument :
Operator : SJ/JU gyAﬁg el

- _ lentosampleld :
3?22'6 : J1490-06 265578-SEGMENT-2C
ALS Vial : 14 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-BM020718.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 3.434 72 76 82 rBv 216302 250361 2.87% 0.589%
2 5.087 352 357 364 rBV2 55180 91283 1.05% 0.215%
3 5.163 364 370 375 rVvVv 991808 1440365 16.54% 3.390%
4 5.216 375 379 389 rVB 189132 387080 4._.44% 0.911%
5 5.581 434 441 446 rBvV2 71090 115337 1.32% 0.271%
6 6.734 630 637 649 rBV 578628 1017648 11.68% 2.395%
7 7.081 689 696 713 rBVY 2183113 3405114 39.09% 8.013%
8 7.540 768 774 784 rBV 420133 646898 7.43% 1.522%
9 7.857 820 828 842 rVB 2165106 3431976 39.40% 8.076%
10 8.334 904 909 921 rBV3 57299 147719 1.70% 0.348%

11 8.698 964 971 982 rBV 1652703 2788505 32.01% 6.562%
12 10.316 1237 1246 1251 rBV 488081 849575 9.75% 1.999%
13 10.369 1251 1255 1266 rVB5 122546 274770 3.15% 0.647%
14 11.992 1526 1531 1536 rBV3 52232 119660 1.37% 0.282%
15 12.216 1560 1569 1575 rBV6 49155 128647 1.48% 0.303%

16 12.810 1662 1670 1679 rBV 4211191 6154809 70.66% 14.484%
17 13.669 1809 1816 1822 rBV2 67767 118766 1.36% 0.279%
18 14.198 1898 1906 1912 rBV2 715509 1102732 12.66% 2.595%
19 14.263 1912 1917 1923 rVB 118386 178789 2.05% 0.421%
20 14.745 1991 1999 2006 rBV 418550 679902 7.81% 1.600%

21 15.257 2081 2086 2090 rBV2 59052 90139 1.03% 0.212%
22 15.698 2154 2161 2173 rBV 3379348 4924629 56.53% 11.589%
23 16.480 2290 2294 2300 rBV2 61473 111654 1.28% 0.263%
24 16.957 2367 2375 2381 rBV 884841 1320695 15.16% 3.108%
25 17.862 2523 2529 2534 rBV3 140104 230588 2.65% 0.543%

26 17.980 2545 2549 2555 rBV2 251844 365308 4._.19% 0.860%
27 18.204 2582 2587 2594 rBV7 58239 115710 1.33% 0.272%
28 18.586 2648 2652 2662 rBV5 146169 299029 3.43% 0.704%
29 19.151 2745 2748 2754 rBV5 111636 157524 1.81% 0.371%
30 19.598 2819 2824 2832 rBV 6859938 8710821 100.00% 20.499%

31 21.162 3085 3090 3097 rVB 1104134 1466277 16.83% 3.451%
32 23.339 3454 3460 3468 rBV2 703685 1372177 15.75% 3.229%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 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:\HPCHEM1I\BNA M\METHODS\8270-BM020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 42494487
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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:\HPCHEM1\BNA M\DATA\BM020818\

- BM014198.D

: 08 Feb 2018 18:10

- SJ/JU

: J1490-06 265578-SEGMENT-2C
- 14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM014198.D

7.08 7.86

8.70
5.16

343 5.&22 5.58 8.33

6.73 10.32

.37

7.54

0

Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

11.92.22

TIC: BM014198.D

19160

12.81

15.70

14.20 16.96

14.74
15.26

X

iﬁgﬁ% 19.15

16.48 .20 1859

13.67

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM014198.D

21.16
23.34

L

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

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

3.43 7.74 ng 250361 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 83
2 2-Hexanone 100 C6H120 000591-78-6 64
3 2.4-Pentanedione 100 C5H802 000123-54-6 38
4 Octane 114 C8H18 000111-65-9 32
5 2,3-Pentanedione 100 C5H802 000600-14-6 27

Abundance Scan 75 (3.428 min): BM014198.D (-72) (-) m/z 43.05 100.00%

5000

|

3.20 340 360 3.80

(o} m/z 58.10 37.76%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3782: Methy! Isobutyl Ketone A
43
5000 LSS RN R A
58 3.20 340 3.60 3.80
m/z 41.00 35.57%

o

‘ ‘ 85100
'I""'I'U"‘I""'I""I"'"l'"'I'"'I""I""I""I""I""I""I""I"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43

58 3.20 3.40 3.60 3.80
5000 m/z 38.95 28.71%
27 85100
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3587: 2,4-Pentanedione
43 3.20 340 3.60 3.80
m/z 57.10 27 .65%
5000
85
15 100
I T 58 . ‘
O e e e e e e e e e e T T T[T T T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 340 360 3.80

8270-BM020718.M Fri Feb 09 11:56:28 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

Sample = J1490-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_.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 5 unknown7.08 Concentration Rank 2

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

7.08 105.28 ng 3405110 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 696 (7.081 min): BM014198.D (-689) (-) m/z 132.00 100.00%
5000 68
40 96 PSRN SN LR A
54 6.80 7.00 7.20 7.40
o 8 A% 207 m/z 68.10 46.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL L R IR
6.80 7.00 7.20 7.40
70 m/z 66.00 39.03%
31 44
0""l""' |lJ"P'”'J|§§"\"%%?""l""l RSB N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 132
AR RS R R
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.78%
15 21 42 76 91
L L L U S S W S LI WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methy!- R
132 6.80 7.00 7.20 7.40
m/z 69.10 23.43%
5000
15 28 39 52 5 77 90 104y
mz-> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indene, 1-ethylidene- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.82 ng 119660 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l1l-ethvlidene- 142 C11H10 002471-83-2 91
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1531 (11.992 min): BM014198.D (-1526) (-) m/z 142.00 100.00%
142
5000 115
30 50 63 75 89 10 | 207 1160 11.80 12.00 12.20 12.40
o S v .',"I.'.'".":l.'I'.l..,"..'."!,....,....,....,....,.'.'.. m/z 141.00 92 _37%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18503: 1H-Indene, 1-ethylidene-
141
5000 115 A U SN U

11.60 11.80 12.00 12.20 12.40
m/z 115.05  46.45%

3050 % 74 8

0,...N,”.n,..ﬂw.u..,.”u,....p...,..”,....,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
11.60 11.80 12.00 12.20 12.40
5000 m/z 138.90 13.40%

115

27 39 51 63 74 89 10p 126

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

Abundance #18498: Naphthalene, 1-methyl- A Bams DR
142 11.60 11.80 12.00 12.20 12.40

m/z 89.00 9.96%

5000
115
71
27 39 51 | 8 102 | 126 |
N L e e e s s e e

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Benzocycloheptatriene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.22 3.03 ng 128647 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptatriene 142 C11H10 000264-09-5 87
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 87
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 83
4 Bicvclol4.4.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 83
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 74
Abundance Scan 1570 (12.222 min): BM014198.D (-1560) (-) m/z 142.10 100.00%
142
5000 1S
435 83 73 g g 15 | ' 12.00 12.20 12.40 12.60
01 e e e m/z 141.10 89.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18494: Benzocycloheptatriene
141
115
5000 R U UL RN B
12.00 12.20 12.40 12.60
63 89 m/z 115.10 50.72%
L1 1 T Wl 102 L ‘ 128 ! ‘
G R R R R R AR RS RN AL LA BARRS LR LALRN BAL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
12.00 12.20 12.40 12.60
5000 m/z 139.00 14.91%
115
R 39 51 6371 89 og 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18501: Naphthalene, 2-methyl- N B R
142 12.00 12.20 12.40 12.60
m/z 63.00 13.62%
5000
115
oL 27 39 51 63 7Tl 89 100 | 126 ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\
Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

Sample = J1490-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 9 Dimethyl phthalate Concentration Rank 13

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

13.67 2.15 ng 118766 Acenaphthene-d10 14.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 87
2 Benzoic acid. 2-(1l-oxopropvl)-. ... 192 C11H1203 032025-37-9 72
3 1.2-Benzenedicarboxvlic acid. 2-... 266 C13H1406 000085-71-2 56
4 Methvl 2-ethvlhexvl phthalate 292 C17H2404 056166-83-7 50
5 1-Amino-4,6-dimethyl-2-o0x0-1,2-d... 163 C8HIN30 001562-12-5 47

Abundance Scan 1816 (13.669 min): BM014198.D (-1809) (-) m/z 163.10 100.00%
163
5000
i
92
) Il I“ 17 133 104 081 13.40 13.60 13.80 14.00 :
0..w“.wh.whhw”.w“.q”.q“....wnﬂw”..”..”.q”.q” m/z 77.05 29.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51411: Dimethyl phthalate
163
5000
13.40 13.60 13.80 14.00
77 m/z 76.10 21.17%
159 0 | 9240610013, 194
T R T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
163
13.40 13.60 13.80 14.00
5000 m/z 50.00 10.85%
i
50 92 133
o 106 149 177192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97640: 1,2-Benzenedicarboxylic acid, 2-ethoxy-2-oxoethyl ...
163 13.40 13.60 13.80 14.00
76 m/z 92.00 9.29%
5000
o 177 194 221235 351 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.75 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.75 12.33 ng 679902 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 47
2 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 43
3 1.3.5-Cvcloheptatriene. 3.7.7-tr... 134 C10H14 003479-89-8 43
4 Benzenebutanoic acid. 2.5-dimethvl- 192 C12H1602 001453-06-1 43
5 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 43
Abundance Scan 2000 (14.751 min): BM014198.D (-1991) (-) m/z 119.10 100.00%
119
5000
o1 132 jtx_
45 65 77 | 103 192 14.40 14.60 14.80 15.00
ol hwssoaza | | hs7 132.10  39.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50425: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, me...
119
5000 L B SN B S
91 14,40 14.60 14.80 15.00
a1 m/z 91.10 31.66%
o 59 77 103 | 145 160 177 192
I 0 S S P A AT R
Abundance
119
o1 14.40 14.60 14.80 15.00
5000 m/z 117.10 28.20%
77
0 0.5 103 131144 199 174 209 233
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14418: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl- T T T PR T
14.40 14.60 14.80 15.00
m/z 192.10 15.19%
5000 A\
o} T PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.86 3.49 ng 230588 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2529 (17.862 min): BM014198.D (-2523) (-) m/z 73.00 100.00%
5000
1760 17.80 18.00 1820
(o} m/z 55.00 75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
4
60
5000 LI DR BN SURURN SR
17.60 17.80 18.00 18.20
83 120 - m/z 41.05 72 .64%
o B 2 agpam 194213 g%
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance
a3 | 73
17.I60 17.I80 18.|00 18.|20
5000 m/z 43.05 67 .83%
129
97 171 214
0 152 197
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #83686: Pentadecanoic acid R
43 73 17.60 17.80 18.00 18.20
m/z 60.00 64 .89%
5000 129
97 199 242
L [ et | s
0! 2 y I:‘ ‘:‘ I, \JHIL ;h‘\l Ul ! {I |‘18i¢)| | |‘2|2§ ; ——— ——r— :
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownl17.98 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.98 5.53 ng 365308 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Furandione. dihvdro-3-(2-met... 154 C8H1003 018908-20-8 27
2 1H-Imidazole-4-carboxvlic acid. ... 154 C7H10N202 087326-25-8 25
3 Phenacetin 179 C10H13NO2 000062-44-2 18
4 5-Fluoro-2-methvlbenzoic acid 154 C8H7FO02 033184-16-6 16
5 3-Methyl-4-nitro-hex-4-enoic acid 173 C7H11NO4 1000186-07-0 14
Abundance Scan 2549 (17.980 min): BM014198.D (-2545) (-) m/z 57.05 100.00%
7
81 109
127
5000
3 e T
17.60 17.80 18.00 18.20
0! m/z 41.10 73.10%
m/z--> 50 100 150 200 250 300 350
Abundance #26215: 2,5—gurandione, dihydro-3-(2-methyl-2-propeny!)-
109
67
5000 LN NS NN SUNIE I
39 17.60 17.80 18.00 18.20
m/z 81.05 69.34Y%
NECH H I‘u\w, e
m/z--> 50 100 150 200 250 300 350
Abundance
108
8l 154 LN IUNISA NN SUNIE I
54 17.60 17.80 18.00 18.20
5000 126 m/z 109.10 67.15%
33
s s L WL L
m/z--> 50 100 150 200 250 300 350
Abundance #41781: Phenacetin
108 17.60 17.80 18.00 18.20
m/z 85.10 65.10%
43
5000 157
179
. 80
olbollee | 4 L L
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl8.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.59 4.53 ng 299029 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (R-(R*.R*))-4-(1.5-Dimethvl-3-ox... 252 C15H2403 006753-22-6 47
2 Pvrrolol3.2-clovridin-4(5H)-one 134 C7H6N20 054415-77-9 38
3 Benzene. 2.4-dimethvl-1-nitro- 151 C8HI9NO2 000089-87-2 35
4 Azetidine. 1l-(methvisulfonvl)- 135 C4H9NO2S 013595-45-4 25
5 Benzenemethanol, .alpha.-methyl-._. 122 C8H100 013323-81-4 25

Abundance Scan 2653 (18.592 min): BM014198.D (-2648) (-) m/z 57.05 100.00%

134

5000

18.20 18.40 18.60 18.80 19.00

O m/z 134.10 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89582: (R-(R*,R*))-4-(1,5-Dimethyl-3-oxohexyl)-1-cyclohex...
134
152
5000 57
g5 107 18.20 18.40 18.60 18.80 19.00
‘ m/z 79.05 83.31%
O.HPK le md‘\‘m -l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
134
R e EREEEEEEEE a
18.20 18.40 18.60 18.80 19.00
5000 79 m/z 152.00 T7.77T%
52 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23755: Benzene, 2,4-dimethyl-1-nitro-
79 134 18.20 18.40 18.60 18.80 19.00
m/z 41.10 65.71%
5000 106
151
39 65
oL15 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18. 40 18. 60 18 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM020818\

Data File : BM014198.D

Aca On : 08 Feb 2018 18:10

Operator : SJ/JU

ﬁ?ggle i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.15 2.15 ng 157524 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 47
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 2748 (19.151 min): BM014198.D (-2745) (-) m/z 43.05 100.00%
4
73
5000
18.80 19.00 19.20 19.40
(o} m/z 73.00 T4.77%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
5000 USRS UL B
ng o84 mmmmmmwm
m/z 60.05 69.13%
185 241
04 H H H‘M MH ‘H‘\ \ |‘15‘|7 I\ I‘I ‘|2|]‘-3| L I‘ |‘|26|7|‘| T
m/z--> 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.05 54 _.32%
97 199 242
157
0 26 180 225
m/z--> 55 160 150 260 2%0 300 350
Abundance #75071: Tetradecanoic acid B B .
73 18.80 19.00 19.20 19.40
43 m/z 57.10 51.44%
5000 129
185 228
L 2 |
ol Ay geet® | o | o
m/z--> 50 100 150 200 250 300 350 1880 1900 1920 1940
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM020818\

Data File : BM014198.D

Acq On - 08 Feb 2018 18:10

Operator : SJ/JU

3?22'6 i J1490-06 265578-SEGMENT-2C
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
Quant Title : 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... 3.43 7.7 ng 250361 1 7.54 646898 20.0
unknown?7 .08 7.08 105.3 ng 3405110 1 7.54 646898 20.0
1H-Indene, l-ethy... 11.99 2.8 ng 119660 2 10.32 849575 20.0
Benzocycloheptatr... 12.22 3.0 ng 128647 2 10.32 849575 20.0
Dimethyl phthalate 13.67 2.1 ng 118766 3 14.20 1102730 20.0
unknownl14 .75 14.75 12.3 ng 679902 3 14.20 1102730 20.0
n-Hexadecanoic acid 17.86 3.5 ng 230588 4 16.96 1320700 20.0
unknownl17.98 17.98 5.5 ng 365308 4 16.96 1320700 20.0
unknown18.59 18.59 4.5 ng 299029 4 16.96 1320700 20.0
Octadecanoic acid 19.15 2.1 ng 157524 5 21.16 1466280 20.0
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