LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015926.D

Aca On : 12 Jul 2018 21:57 Instrument :
Operator : SJ/JU BNA_M
Sample - J3945-01 ClientSampleld :
Misc - 2-AVE-16

ALS Vial : 10 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 M\METHODS\8270-BM070518 .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 4.875 264 270 277 rVB 109881 165224 2.70% 0.540%
2 5.316 339 345 354 rVB 49365 80713 1.32% 0.264%
3 5.793 420 426 442 rBV 546909 882903 14.43% 2.885%
4 7.440 701 706 722 rBV 326060 599898 9.80% 1.960%
5 7.810 763 769 786 rBVY 1142887 1904780 31.13% 6.223%
6 8.287 844 850 857 rBV 360548 591080 9.66% 1.931%
7 8.610 898 905 918 rVB 1587263 2563455 41.89% 8.375%
8 9.475 1045 1052 1068 rBY 1362564 2271724 37.12% 7.422%
9 10.610 1237 1245 1250 rBV2 40453 81096 1.33% 0.265%
10 10.828 1267 1282 1286 rBV6 33452 129286 2.11% 0.422%
11 10.875 1286 1290 1294 rVV5 38329 71118 1.16% 0.232%
12 10.928 1294 1299 1303 rvB2 47857 89986 1.47% 0.294%

13 11.110 1324 1330 1338 rBV 419363 759229 12.41% 2.481%
14 11.292 1350 1361 1368 rBv4 88758 200644 3.28% 0.656%

15 11.369 1369 1374 1386 rVB3 40792 86388 1.41% 0.282%
16 11.910 1460 1466 1467 rBV 49379 74922 1.22% 0.245%
17 11.939 1467 1471 1478 rVB 81593 146151 2.39% 0.478%
18 12.051 1486 1490 1495 rVB3 48260 75592 1.24% 0.247%

19 13.533 1735 1742 1752 rBV 2999211 4259778 69.61% 13.918%
20 14.357 1877 1882 1887 rBV 75217 104525 1.71% 0.342%

21 14.910 1968 1976 1986 rBV2 582762 940402 15.37% 3.072%
22 15.286 2035 2040 2046 rBVZ2 61761 101352 1.66% 0.331%

23 15.863 2132 2138 2143 rBV 57111 87852 1.44% 0.287%
24 16.386 2221 2227 2241 rBV 1584303 2269824 37.09% 7.416%
25 16.721 2280 2284 2289 rBV3 64483 92993 1.52% 0.304%
26 16.821 2297 2301 2304 rBV2 56303 98702 1.61% 0.322%
27 16.998 2326 2331 2337 rBV6 33701 61652 1.01% 0.201%

28 17.633 2434 2439 2448 rBV 681074 998739 16.32% 3.263%
29 18.474 2577 2582 2596 rVB 251595 428164 7.00% 1.399%
30 19.609 2772 2775 2777 rBV2 57451 67079 1.10% 0.219%

31 19.650 2779 2782 2790 rVB3 129239 225664 3.69% 0.737%
32 19.721 2791 2794 2801 rVB 159749 207631 3.39% 0.678%
33 20.198 2869 2875 2881 rBV 5228999 6119628 100.00% 19.994%
34 21.744 3133 3138 3145 rBV 812968 1071506 17.51% 3.501%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 24.086 3526 3536 3540 rBvV4 756070 2697639 44.08% 8.814%

Sum of corrected areas: 30607319
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM015926.D

8.61
9.47
7.81

5.79
7.44 8.29 11.11
487 53 | i i 10 g i1esr 11

0
Time-->

T
350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

p.05 14.36 A 1529  15.86 16.6282.00

TIC: BM015926.D
20.20

13.53

16.39

17.63

14.91

18.47 [DEB2

0
Time--> 12.

A A
LN N S S I B B B B N B N S B B N D B B N N B B e B B e B N S D B B B D B B D B N B e B D O N B B B B B B D B B B e |

00 1250 13.00 13.50 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 20.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM015926.D

24.09
21.74

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Tetrachloroethylene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
487 5.59ng 165224  1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetrachloroethviene 164 c2cl4 000127-18-4 97

164 CH3CI120PS
166 C4HCI2FN2
131 C5HONOS

166 CAHCI2FN2

002523-94-6 23
002927-71-1 12
058230-51-6 10
003833-57-6 9

2 Phosphorodichloridothioic acid. ...
3 Pvrimidine. 5-fluoro-2.4-dichloro-
4 Thioxan-3-one. oxime

5 2,4-Dichloro-6-fluoropyrimidine

Abundance Scan 269 (4.869 min): BM015926.D (-264) (-) m/z 165.90 100.00%
128.9 165.9
94.0
5000 47.0
| 6’1-0 || | ‘ 460 4.80 5.00 5.20
e e e e e Tm/z 163.90  87.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #32048: Tetrachloroethylene
166.0
131.0
5000 IIII|IIII|IIII|IIII|IIII
470 94.0 460 4.80 5.00 5.20
m/z 128.90 86.13%
24.0 | . 610 |
| | !
e e L o T
miz--> 20 40 60 80 100 120 140 160
Abundance
134.0 164.0
R —
47.0 4.60 4.80 5.00 5.20
5000 m/z 130.90 82.34%
63.0 08.0
15.0 31.0 79.0
e o o I S NEAR
miz--> 20 40 60 80 100 120 140 160
Abundance #33416: Pyrimidine, 5-fluoro-2,4-dichloro- R e MR
166.0 460 4.80 5.00 5.20
1310 m/z 94.00 60.42%
5000
0 78.0
44‘.\0 11 62\0 “ ‘ | | 1060 | ‘
N R T R ——
miz--> 20 40 80 100 120 140 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.32 2.73 ng 80713 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propvlamine 59 C3HON 000107-10-8 40
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 38
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36

Abundance Scan 346 (5.322 min): BM015926.D (-339) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.0 RS RS R RN
| | 83.0 | 206.9 5.00 5.20 5.40 5.60
T o o O O R m/z 59.10 46 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 /\-- AL LS UL IR
59.0 500 520 540 560
150 1010 m/z 101.00 17.03%
H\‘ L1 Tl 83'0 L ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
30.0
500 520 540 560
5000 m/z 58.10 13.26%
59.0
'}ﬁq"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28752: 2-Nonanone, 9-hydroxy- B e
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.82%
59.0
5000
82.0
'"w'"wh"“'vkwh"w"'w"'w"'w"'w"'w"" U S IR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 3 unknown7.81 Concentration Rank 2

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

7.81 64 .45 ng 1904780 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 769 (7.810 min): BM015926.D (-763) (-) m/z 132.00 100.00%
13R.0
5000 68.1 A
40 90 e J 750 750 750 550 550
o b 1449 M m/z 68.10 43.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A IR I U
69.0 7.40 7.60 7.80 8.00 8.20
m/z 66.10 35.08%
MH i m

39.0 ‘
8901050
m/z--> 20 4 100 120 140 160 180
Abundance
57.0 132.0

74.0 7.40 7.60 7.80 8.00 8.20
5000 98.0 116.0 m/z 134.00 31.76%

158.0 189.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A REEET e
56.0 132.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 20.52%

5000
27.0
12.0 o L \\“ 760 91.0 I
||||||||||||||||||||||||||||||||||||||||||||||||

m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 5 unknownl0.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.14 ng 81096 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 28
2 1-Pentanamine 87 C5H13N 000110-58-7 9
3 Hvdrazine. 1-butvl-1-ethvl- 116 C6H16N2 052728-56-0 9
4 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 9
5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9
Abundance Scan 1245 (10.610 min): BM015926.D (-1237) (-) m/z 72.95 100.00%
74.0
5000 102.1
41.0
50.1
| | ﬁ | 206.9 10.20 10.40 10.60 10.80 11.00
L o o A = = S s m/z 102.10 45_.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19984: Valproic Acid
73.0
102.0 A
5000 T T "'I"'NTﬁ"'I '/
10.20 10.40 10.60 10.80 11.00
41.0 57.0 m/z 41.05 36.45%
...|.U..‘l“‘.‘..‘.‘lu.‘.‘.l....|“...‘.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30.0
10.20 10,40 10.60 10.80 11.00
5000 m/z 55.10 28.51%
87.0
}ﬂﬁq T '|"EF%?'7}59| URELEL UL UL SO L SN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8030: Hydrazine, 1-butyl-1-ethyl-
73.0 10.20 10.40 10.60 10.80 11.00

m/z 87.10 19.13%

5000
45.0
29.0 11?0
M 1u] 1

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 6 unknownl10.83 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.41 ng 129286 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 40
2 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 35
3 Propanoic acid. 2.2-dimethvl-. p... 144 C8H1602 005129-35-1 27
4 2.2-Dimethvlpropionic acid. cvcl... 184 C11H2002 029878-49-7 27
5 Propanoic acid, 2,2-dimethyl-, b... 158 C9H1802 005129-37-3 25
Abundance Scan 1282 (10.828 min): BM015926.D (-1267) (-) m/z 57.05 100.00%
57.0
41.0
5000
83.1
103.0 IR BRI SO SO B
125.0141.0 10.60 10.80 11.00 11.20
e e 20l | Tm/z 41.05  54.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28805: Hexanoic acid, 3,5,5-trimethyl-
57.0
41.0
5000 83.0 LB BN SULEILE S B

10.60 10.80 11.00 11.20
m/z 55.10 41.60%

103.0
AL e
m/z--> 20 80 100 120 140 160 180 200
Abundance
57.0
L B o
10.60 10.80 11.00 11.20
5000 m/z 83.10 32.13%
41.0
75.0
101.0
15.0 131.0
o B B B M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20135: Propanoic acid, 2,2-dimethyl-, propy! ester
57.0 10.60 10.80 11.00 11.20
m/z 56.10 31.16%
5000 41.0
85.0 103.0
...,.‘a‘..‘i“...‘l“,....,.“...,‘....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknownl10.93 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.93 2.37 ng 89986 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanecarboxvlic acid. buty... 156 C9H1602 1000280-40-1 27
2 2-l1sopropvl-5.6-dimethvl-1.3-oxa... 174 C9H180S 080809-01-4 22
3 D-Glucurono-6.3-lactone 176 C6H806 1000157-08-9 22
4 5-Chlorovaleric acid 136 C5H9CIO02 001119-46-6 22
5 2-Methyl-3-butene-1-thiol 102 C5H10S 265993-06-4 18
Abundance Scan 1299 (10.928 min): BM015926.D (-1294) (-) m/z 41.10 100.00%

411 73.0
57.1
5000 102.0
| oo || 1060 1080 1300 1150

e Al | m/z 73.00  89.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27724: Cyclobutanecarboxylic acid, butyl ester
55.0

101.0

5000 83.0 TT[rrr [ rrrrrrrrrrrrg
29.0 10.60 10.80 11.00 11.20

“ m/z 55.10 78.31%
il ‘\

: ‘I‘\lw mlH
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
69.0
e B B R
10.60 10.80 11.00 11.20
5000 131.0 m/z 57.10 70.11%
87.0
54.0 102.0 174.0
A B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40161: D-Glucurono-6,3-lactone A B e
73.0 10.60 10.80 11.00 11.20
m/z 69.10 62.56%
5000 101.0
29.0
‘ 51ﬁ 119.0
.WL.\MM.‘N,..Mw,HM‘..{....h.. ..}??9.,. }799....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknownl1l1.29 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.29 5.29 ng 200644 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-bromo- 180 C5H9Bro2 002067-33-6 37
2 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 35
3 3-Heptenoic acid. ethvl ester. (E)- 156 C9H1602 054340-71-5 27
4 Cvclohexanecarboxvlic acid. ethv... 156 C9H1602 003289-28-9 18
5 2,3,4,4-Tetramethyl-pentane-1,3-... 160 C9H2002 1000188-09-0 16

Abundance Scan 1361 (11 292 min): BM015926.D (-1350) (-) m/z 41.05 100.00%

41.0 55.

5000

127.0 156.1 11.00 11.20 11.40 11.60
m/z 55.10  94.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #42850: Pentanoic acid, 5-bromo-
42.0 55.0
73.0
5000 20 101.0 III|IIIIIIIIIIIIIIII
7 11.00 11.20 11.40 11.60
‘ m/z 43.05 68.53%
.HPHWHL“”JA”“”JMHLM.nlﬂnwnupuw””“”w“”“”wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
N B R R
101.0 11.00 11.20 11.40 11.60
5000 m/z 60.00 59.98%
45.0
15.0 270 73.0 86.0
WWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27697: 3-Heptenoic acid, ethyl ester, (E)-
29.0 55.0 11.00 11.20 11.40 11.60
: m/z 57.05 57 .38%
41.0
5000
83.0
68.0
15.0 ‘ 0 156.0
o b d Llese T 12703001900 1l Tl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 9 unknownl1l1.37 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.37 2.28 ng 86388 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4.6-Tri-0-methvl-d-alucose 222 C9H1806 1000127-03-2 40
2 Pentanoic acid. 2-propvl-. methy... 158 C9H1802 022632-59-3 38
3 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 35
4 Ethanol. 2-(2-butoxvethoxv)-. ac... 204 C10H2004 000124-17-4 27
5 _alpha.-D-Glucopyranoside, methy... 319 C14H25NO7 036663-25-9 25
Abundance Scan 1374 (11.369 min): BM015926.D (-1369) (-) m/z 87.10 100.00%
41.0 87.1
71.0
5000
116.1

11.00 11.20 11.40 11.60

|n 206.9

At 280 Tm/z 41.05  95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71305: 3,4,6-Tri-O-methyl-d-glucose
87.0
71.0
45.0
5000 LA L L L L LB L

11.00 11.20 11.40 11.60
0 m/z 43.05 81.88%

‘ ‘ 114.0 144
1Y T s _ 173.0 205.0222.0

A o o o B o e LI B i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

11.00 11.20 11.40 11.60
5000 570 116.0 m/z 71.00 57.94%

41.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #8009: Thiophene, 2-ethyltetrahydro-

87.0 11.00 11.20 11.40 11.60

m/z 57.10 40.53%
5000
27.0 45.0 116.0
“‘ 67.0
H H‘Mm N — A

m/z--> 20 80 100 120 140 160 180 200 220 11. 00 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Thiophane, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.85 ng 146151 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 53
2 .alpha.-D-Xvlofuranoside. methvl... 178 C7H1405 032469-86-6 50
3 Thiophane. hexvl- 172 C10H20S 000876-37-9 38
4 Heptanoic acid. 2-propvl-. methyv... 186 C11H2202 056247-53-1 36
5 Disilane, pentaethyl- 202 C10H26Si2 003754-74-3 33
Abundance Scan 1471 (11.939 min): BM015926.D (-1467) (-) m/z 87.00 100.00%
87.0
50001 411
130.0
101.0 L U SR SRR SO
Il STll 69“1 116.1 070 11,60 11.80 12.00 12.20
A RSP Y IR S ST R el m/z 41.10 38.53%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13132: Thiophane, propyl-
87.0
5000 LA SRR U
11.60 11.80 12.00 12.20
101.0 130.0 m/z 130.00 29.41%
55.0 115.0 ‘
"|"NMW'F%PF'“"|"'h|""|""|""|""|"'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
87.0
11:60 11.80 12.00 12.20
5000 m/z 101.00 18.33%
45.0
71.0
101.0 118.0 147.0
mz-> 40 60 80 100 120 140 160 180 200
Abundance #37361: Thiophane, hexyl-
87.0 11.60 11.80 12.00 12.20
m/z 43.10 17.89%
5000
101.0
85.0 690 | | 1150901430 1720
m/z--> 40 60 80 100 120 140 160 180 200 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknownl15.29 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.16 ng 101352 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 47
2 1.2.3.4-Cvclopentanetetrol. (l1.a... 134 C5H1004 014003-71-5 43
3 .alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 38
4 Octanoic Acid 144 C8H1602 000124-07-2 32
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 25
Abundance Scan 2041 (15.292 min): BM015926.D (-2035) (-) m/z 41.10 100.00%
411 73.0
5000
5(7.
15.00 15.20 15.40 15.60
e m/z 73.05 92.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28744: Nonanoic acid
60.0
41.0
5000 L AR S BRI B
15.00 15.20 15.40 15.60
115.0 m/z 60.00 84.06%
! ]
EC TR A S PR L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
15.00 15.20 15.40 15.60
5000 57.0 98.0 m/z 43.10 78.26%
41.0
116.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran... R REREEmEm s
73.0 15.00 15.20 15.40 15.60
m/z 55.05 58.77%
57. 97.0
5000 29.0
126.0
130 H ‘,MI‘, Al i“whw. 1k, ,‘\\, E201630 1910 N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.47 8.57 ng 428164 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2581 (18.468 min): BM015926.D (-2577) (-) m/z 43.10 100.00%
431 73.0
5000 ML
o 129.11571 213.2 e
. .1185.1 256 3 18.20 18.40 18.60 18.80
e L L TRT2830  SALO T4 10 94.209%
m/z--> 50 100 150 200 250 300
Abundance #65562: Tridecanoic acid
430 |30
5000 LRI BB UL UL B
mmmmmmmm
1200 o 2140 m/z  73.00  86.24%
...,.? ‘ L .M. S
m/z--> 50 100 150 200 250 300
Abundance
43.0 73.0
18.20 18.40 18.60 18.80
5000 256.0 m/z 59.95 81.55%
129.0
213.0
101.0 157.0 185.0
m/z--> L 'éol ' "160' B '150' B '200' B '250' - '300" B
Abundance #46615: Undecanoic acid e R BEE e e
60.0 18.20 18.40 18.60 18.80
m/z 55.05 72 .45%
5000
29.0 ‘ 1290
186.0
.‘t b ] \\\ o \ n ‘157 o | o
m/z--> 50 1m 200 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.65 4.52 ng 225664 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 83
2 3-Tetradecene. (2)- 196 C14H28 041446-67-7 60
3 3-Tetradecene. (B)- 196 C14H28 041446-68-8 60
4 7-Tetradecene. (2)- 196 C14H28 041446-60-0 60
5 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 45
Abundance Scan 2782 (19.650 min): BM015926.D (-2779) (-) m/z 55.10 100.00%
5000
Ligo 1789 g11q 2641 o | 190 1960 1950 2000
oy ! |||I|I||I PR T e m/z 69.10 96.83%
m/z--> 150 200 250 300
Abundance #107518: Oleic Acid
41.0
5000 LIS BN BN BULILE B
19. 40 19 60 19. 80 20 00
97.0 m/z 41.10 86.38%
150 \M M» s 2
m/z--> 260 2%0 360 '
Abundance
41.0 69.0
19.'40 19.|60 19.|80 20.'00
5000 m/z 85.10 49.11%
97.0

125.0 168.0196.0

|
m/z--> 50 100 150 200 250 300

Abundance #53636: 3-Tetradecene, (E)- I a BREmEEES
41.0,69.0 19.40 19.60 19.80 20.00
m/z 83.10 41.21%
5000
97.0
| 1250 16801900

T I T
m/z--> 50 100 150 200 250 300 19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015926.D

Aca On 12 Jul 2018 21:57

Operator : SJ/JU

Sample : J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 7
R.T. EstConc Area Relative to ISTD R.T.
19.72 3.88 ng 207631 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Undecanoic acid 186 C11H2202 000112-37-8 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2794 (19.721 min): BM015926.D (-2791) (-) m/z 43.10 100.00%
43
5000 ”N*“’WAM«WwN“VA\»v-¢fuwwpﬁJ1
129.0
185.1 241-2 TTrTrTrTT rrrryrrrryprorTT
284.2 4551 1940 1960 19.80 20.00
; m/z 41.10 82.14%
m/z--> 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0
5000 R AR B U R
129 0 19. 40 19 60 19. 80 20 00
185, 2410 284.0 m/z 73.05 75.31%
]:S'IO‘\I u h u““ % H\ ‘l .‘15‘7..0.‘ .‘ ?130 .‘ L —
m/z--> 5 o 150 200 250 300 350
Abundance
73.0
43.0 UL RS SRR
19.40 19.60 19.80 20.00
5000 129.0 m/z 60.00 75.19%
185.0
228.0
m/z--> 50 100 150 200 250 300 350
Abundance #46616: Undecanoic acid B R
60.0 19.40 19.60 19.80 20.00
m/z 55.10 71.09%
50001 290
g7o 1290
‘ [ P5701860
I‘ ‘..‘.i‘l‘.. i —— N
m/z--> 50 100 1m 200 250 300 3m mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71218\
Data File : BM015926.D

Acq On 12 Jul 2018 21:57

Operator : SJ/JU

Sample - J3945-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_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]
Tetrachloroethylene 4.87 5.6 ng 165224 1 8.29 591080 20.0
2-Pentanone, 4-hy... 5.32 2.7 ng 80713 1 8.29 591080 20.0
unknown7 .81 7.81 64.5 ng 1904780 1 8.29 591080 20.0
unknown10.61 10.61 2.1 ng 81096 2 11.12 759229 20.0
unknown10.83 10.83 3.4 ng 129286 2 11.12 759229 20.0
unknown10.93 10.93 2.4 ng 89986 2 11.12 759229 20.0
unknownll.29 11.29 5.3 ng 200644 2 11.12 759229 20.0
unknownl1l .37 11.37 2.3 ng 86388 2 11.12 759229 20.0
Thiophane, propyl- 11.94 3.9 ng 146151 2 11.12 759229 20.0
unknown15.29 15.29 2.2 ng 101352 3 14.91 940402 20.0
Tridecanoic acid 18.47 8.6 ng 428164 4 17.63 998739 20.0
Oleic Acid 19.65 4.5 ng 225664 4 17.63 998739 20.0
Octadecanoic acid 19.72 3.9 ng 207631 5 21.74 1071510 20.0
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