LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 3.816 84 90 99 rBv 208535 279770 5.03% 0.846%
2 5.316 340 345 357 rVB 75621 129824 2.34% 0.393%
3 5.798 421 427 442 rBV 695019 1124677 20.23% 3.402%
4 7.445 701 707 719 rBV 414268 725022 13.04% 2.193%
5 7.816 763 770 787 rBVY 1608196 2621006 47 .14% 7.927%
6 8.292 845 851 858 rBV 376544 615061 11.06% 1.860%
7 8.522 881 890 899 rBV3 34939 72551 1.30% 0.219%
8 8.616 899 906 922 rVB 1595367 2623431 47 .19% 7.934%
9 9.328 1020 1027 1030 rBvV2 43297 74594 1.34% 0.226%
10 9.480 1046 1053 1060 rBvY 1251553 2074008 37.30% 6.273%

11 10.116 1156 1161 1175 rVB5 51065 128907 2.32% 0.390%
12 11.122 1324 1332 1344 rBV 452607 830861 14.94% 2.513%
13 11.398 1368 1379 1386 rBV2 23507 62716 1.13% 0.190%
14 12.080 1491 1495 1499 rBV2 33763 60104 1.08% 0.182%
15 12.363 1534 1543 1550 rBV2 50998 110335 1.98% 0.334%

16 13.451 1724 1728 1733 rBV2 40952 63191 1.14% 0.191%
17 13.539 1736 1743 1749 rBV 3130604 4372660 78.65% 13.225%
18 13.751 1773 1779 1789 rBV 1124837 1635145 29.41% 4.945%
19 14.363 1878 1883 1888 rVB 141560 204297 3.67% 0.618%
20 14.539 1907 1913 1919 rBV6 47726 85433 1.54% 0.258%

21 14.915 1971 1977 1985 rVB2 629801 978796 17.61% 2.960%
22 15.539 2075 2083 2090 rVB4 38565 113099 2.03% 0.342%
23 15.633 2095 2099 2108 rVB 98116 158842 2.86% 0.480%
24 16.392 2222 2228 2240 rBV 2496968 3561885 64.07% 10.773%
25 17.639 2434 2440 2448 rBV 752039 1122666 20.19% 3.395%

26 18.268 2544 2547 2552 rVB3 70623 80344 1.45% 0.243%
27 18.480 2578 2583 2593 rBV 276775 400706 7.21% 1.212%
28 18.562 2593 2597 2604 rVB 59918 89784 1.61% 0.272%
29 18.692 2616 2619 2628 rVB 45709 74182 1.33% 0.224%
30 19.309 2720 2724 2732 rVB2 45215 77793 1.40% 0.235%
31 19.615 2773 2776 2782 rVB3 45975 74462 1.34% 0.225%
32 19.727 2791 2795 2807 rBV 154108 224157 4._.03% 0.678%
33 20.021 2842 2845 2851 rVB3 37793 55755 1.00% 0.169%

34 20.203 2870 2876 2887 rVB 4731579 5559613 100.00% 16.815%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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\HPCHEM1\BNA M\METHODS\8270-BM070518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.503 3093 3097 3104 rBV 312947 381143 6.86% 1.153%
36 21.750 3134 3139 3144 rBV 923856 1177159 21.17% 3.560%
37 24.144 3540 3546 3555 rVB 532572 1039681 18.70% 3.144%

Sum of corrected areas: 33063660
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BM015887.D

Aca On 11 Jul 2018 14:01
Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial :

Quant Method
Quant Title

4 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO71118\

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

Abundance

4000000

3000000

2000000

1000000

3.82

5.32

TIC: BM015887.D

7.82

7.45

8.62

8.29
| s.

9.48

11.12
9.3 10.12 A 11.40

0
Time-->

T
350 4.00 4.50

I T
5.00 5.50

I I
6.00 6.50

I
7.00 7.50 8.00

8.50

I
9.00

I 1 I 1
9.50 10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

2.082.36

13.54

13.75

TIC: BM015887.D

19563

16.39

I

17.64

20.20

18.48
1820818669 19.31987%0.03

Time--> 12.

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

4000000

3000000

2000000

1000000

21.75

21.50

24.14

TIC: BM015887.D

0

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\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 2-Butanol, 2,3-dimethyl- Concentration Rank 4

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

3.82 9.10 ng 279770 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 78
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
3 Propane. 1l-ethoxv- 88 C5H120 000628-32-0 59
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 50
5 Amylene Hydrate 88 C5H120 000075-85-4 45

Abundance Scan 91 (3.822 min): BM015887.D (-84) (-) m/z 59.10 100.00%
59.1
5000
43.0 87.1 f\
|H| bor, | 340 360 380 400 420
0 ”.,.”.,.”n,.”.,..”,..”,..”,..”,...w...w.... m/z 43.00 33.11%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #4379: 2-Butanol, 2,3-dimethyl-
59.0
5000 RN RN LR R AN
87.0 340 3.60 3.80 4.00 4.20
41.0 ‘ m/z 41.05 30.69%
0"'I”L'”L"I”M'I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
340 360 3.80 4.00 420
m/ 87.10 29.07%
5000 87.0 z 0
43.0
0 "'I???'I"" |'"'|"'}?%p"|""|""|' UL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2082: Propane, 1-ethoxy- T BRamn
59.0 3.40 3.60 3.80 4.00 4.20
m/z 69.10 22.08%
5000 310
88.0
dasoll ||
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 340 360 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.32 4.22 ng 129824 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 59
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 346 (5.322 min): BM015887.D (-340) (-) m/z 43.05 100.00%
43.0
5000 591
| 550 ™0 e 800 550 2k sko
O‘W—V—v—v—rv—v—v—v‘HLH-'---||----|'----|----|----|----|----|----|--'-- m/z 59.10 48 _.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR A LS UL I
59.0 500 520 540 560
0
150 1010 m/z 101.00 15.20%
0 wl ol " 83.0 \‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
500 520 540 560
5000 m/z 58.10 12.61%
101.0
o 27.0 590 o0 117.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0 5.00 5.20 5.40 5.60
m/z 39.00 6.36%
5000
101.0
o180 | 600 840
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\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 3 unknown7.82 Concentration Rank 2

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

7.82 85.23 ng 2621010 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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 771 (7.822 min): BM015887.D (-763) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00 5o || oeea | h 78 Tho 550 820
o R 1 NP N1 O V2.5 A T .= B [ N m/z 68.10 42.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 BRI LR UL SR
69.0 7.40 7.60 7.80 8.00 8.20
m/z 66.10 35.11%

39.0 57.0
L]

89.0 103.0 ‘
LA s~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0

740 7.60 7.80 8.00 8.20

o

5000 m/z 134.00 33.63%
63.0 104.0
39.0 5120 | 70 90,0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- T BRam i
56.0 132.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 20.90%

5000
|||||||||||||||||||nn||||||n||||||||||||||||||||||||||||||n| T

! ! \ 1 ‘ ‘ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 4 Ethyl 3,3-dimethylbutyrate Concentration Rank 13

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

8.52 2.36 ng 72551 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 3.3-dimethvlbutvrate 144 C8H1602 005340-78-3 50
2 Butanoic acid. 2-methvl-., methvl... 116 C6H1202 053955-81-0 38
3 Methvl L-(+)-.beta.-hvdroxvisobu... 118 C5H1003 080657-57-4 32
4 Methvl (RY-(-)-3-hvdroxv-2-methy... 118 C5H1003 072657-23-9 32
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 32

Abundance Scan 890 (8.522 min): BM015887.D (-881) (-) m/z 57.10 100.00%
57.1
41.1 88.0
5000
207.0 8.20 8.40 8.60 8.80
o} m/z 88.00 77 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20034: Ethyl 3,3-dimethylbutyrate
57.0 88.0
5000 SERRAsEpARRERARSERAZEY
29.0 8.20 8.40 860 8.80
m/z 41.10 74 .78%
0 H ‘M‘ \ ‘ | . 12\9.0145'0
"”I"”I"”I"”I' U NI SR S UL L B
m/z--> 80 100 120 140 160 180 200
Abundance
57.0 88.0
o 820 840 8.60 8.80
5000 m/z 39.00 49_.19%
15.0
116.0
G S L I I I WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8456: Methy! L-(+)-.beta.-hydroxyisobutyrate e B
84.0 8.20 8.40 860 8.80
m/z 43.05 44 _.88%
31.0
5000
57.0
b
0“"|w"m“"w"'|M"“'yyﬂ"'w"'w"'w"'w"' I NARAR SRS R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 6 unknown9.33 Concentration Rank 12

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

9.33 2.43 ng 74594 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvldimethvl- 116 C6H16Si 000756-81-0 38
2 2.2-Dimethvilbutanedioic acid 146 C6H1004 000597-43-3 38
3 3-Heptanol 116 C7H160 000589-82-2 25
4 1.3-Propanediol. 2.2-diethvl- 132 C7H1602 000115-76-4 25
5 2-Pentene, 2-methoxy- 100 C6H120 061142-47-0 18

Abundance Scan 1027 (9.328 min): BM015887.D (-1020) (-) m/z 59.10 100.00%
41.0 54.1
87.0
5000
100.0
2.0
|‘| t | |‘ h| 111 1 9.00 9.20 9.40 9.60
o..,....,...!:...., ML e M/Z 41.05  90.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8061: Silane, diethyldimethyl-
59.0
87.0
5000 USSR SRS SR
9.00 9.20 9.40 9.60
43.0 73.0 m/z 43.00 79.85%
210 “ i 101.0 160
mz> % % 40 % 65 70 80 9 100 110 130 130 140 150
Abundance
59.0
o 9.00 9.20 9.40 9.60
5000 : 870 m/z 87.00 61.34%

100.0

120 113.0 128.0 146.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8092: 3-Heptanol EAm e
a0 990 9.00 9.20 9.40 9.60
' 87.0 m/z 39.00 50.47%
5000 29.
0 98.0
| ‘ ! ! ‘ ‘ L ‘ | ‘ 1 1 ‘ 115.0
Ot e e e e e e e e R B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 7 1H-1,2,4-Triazole-3-carboxa... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.12 3.10 ng 128907 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole-3-carboxaldehv... 111 C4H5N30 056804-98-9 50
2 7-Oxabicvclol4.1.01heptane 98 C6H100 000286-20-4 35
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 30
4 6-Methvl-2-heptvl methvlphosphon... 210 C9H20F02P 159395-76-3 27
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 18
Abundance Scan 1162 (10.122 min): BM015887.D (-1156) (-) m/z 83.05 100.00%
3.0
56.1
43.1
5000 127.0
| f | 97.0 11T1 140.1 9.80 10.00 10.20 10.40
0 i M Sl Ly Tm/z 56.10  77.95%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5912: 1H-1,2,4-Triazole-3-carboxaldehyde, 5-methyl-
56.0
83.0
5000
111.0 9.80 10.00 10.20 10.40
69.0 m/z 43.10 68.53%
0'”P”W””P”W””P”'M"”““”Hhﬁ””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41.0 83.0
AUV AR SRR
9.80 10.00 10.20 10.40
54.0
5000 27.0 m/z 41.05 67.64%
69.0
97.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #179: 1-Propene, 2—methy|— L L LB L N N BN |
41.0 9.80 10.00 10.20 10.40
m/z 59.05 55.61%
5000 56.0
27.0
15.0
0'”%Q”PL'PJM'”Jh'dhhl””P'”P”'P”W”'W””I””P”'P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 8 1-Adamantanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.66 ng 110335 Naphthalene-d8 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 87
2 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 59
3 2-Cvclopentene-1-butanal. .adamma... 194 C13H220 060714-25-2 50
4 4-Pvridinol 95 C5H5NO 000626-64-2 49
5 2-Norbornyl bromide 174 C7H11Br 029342-65-2 47
Abundance Scan 1543 (12.363 min): BM015887.D (-1534) (-) m/z 95.00 100.00%
95.0
5000
1521 rrrTTT TrTTTTTT TTTT T
39“0 550 770 110.0 1200 | 1200 12.20 1240 12.60
o...,....,..-.-' TR PR (2 NN AN m/z 152.10 20.25%
m/z--> 20 60 80 100 120 140 160 180
Abundance #23932: 1-Adamantanol
95.0
5000 .,....,....,....ﬂ....,“
12.00 12.20 12.40 12.60
152.0 m/z 39.05 14.16%
oL.150 410 570 790 | 1100 1370
miz--> % 40 e 8 10 10 140 160 180
Abundance
43.0 950
12,00 12.20 12.40 12.60
5000 m/z 94.00 12 .53%
152.0
27.0
67.0 1100 1370
e S B S S UL UL BRI B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52024: 2-Cyclopentene-1-butanal, .gamma.,.gamma.,2,3-tetr...
95.0 12.00 12.20 12.40 12.60
m/z 41.05 12.39%
5000
. 200 %0 790 | 12101370 161.0176.0 194.0
m/z--> 20 4b 60 80 100 120 140 160 180 ' 12.00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 9 Phenol, 4-(1,1-dimethylprop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 33.41 ng 1635150 Acenaphthene-d10 14.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 95
2 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 72
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 72
4 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 64
5 2-Aziridinone, 1-(l1-adamantyl)-3... 273 C18H27NO 026905-18-0 53
Abundance Scan 1779 (13.751 min): BM015887.D (-1773) (-) m/z 135.05 100.00%
135.1
5000 107.1
a1 770 164.1 13.40 13.60 13.80 14.00
O et bbb e el e b e ey || M7z 107.05  47.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31858: Phenol, 4-(1,1-dimethylpropy!)-
135.0
5000 107.0 13.40 13.60 13.80 14.00
m/z 77.00 12 .55%

41.0 77.0 ‘ | 16?0
o) AN NN T P ML S M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—rr

13.40 13.60 13.80 14.00

5000 107.0 m/z 91.05 12.47%
o 550 70 165.0 212.0 270.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22637: Phenol, p-tert-butyl- e AR EE e
135.0 13.40 13,60 13.80 14.00

m/z 41.10 10.48%

5000
107.0
41.0 77.0 ‘
150 | ) |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 40 13. 60 13. 80 14. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 10 unknownl5.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.31 ng 113099 Acenaphthene-d10 14.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 35
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 35
3 Benzene. (2-methyl-2-propenvl)- 132 C10H12 003290-53-7 35
4 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 35
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 35
Abundance Scan 2083 (15.539 min): BM015887.D (-2075) (-) m/z 160.10 100.00%
117.0 160.1 175 1
5000
45.0 65.0 206.9 ﬁ,|94,,|,,,,|,,,,|,,,,
' 15.20 15.40 15.60 15.80
0 m/z 117.00 97 .38%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #13620: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 L DA B B SRR
15.20 15.40 15.60 15.80
m/z 178.10 82.89%
39.0 65.0 ‘H 1% .0
0"'|'“'“'““'”M"|"“|”"'|Ww'|"“|""|“"|"'
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
117.0
15.20 15.40 15.60 15.80
5000 m/z 133.05 71.02%
91.0
27.0 510 74.0 133.0
O T o o L L T o o L T
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #13596: Benzene, (2-methyl-2-propenyl)- L BLBLBLIRLIN B L N R B
117.0 15.20 15.40 15.60 15.80
m/z 91.05 45 _.73%
91.0
5000
39.0 65.0
0 E??.w.wh.h.Hh.JH.JL,...M,Eiﬁ?....“...,..”,.... L S
m/z--> 200 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 11 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.25 ng 158842 Acenaphthene-d10 14.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide. N-(1l.l1-dimethvlethvl)._.. 191 C12H17NO 042498-32-8 83
3 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 80
4 1-Propanone. 2-methvl-1-(4-methv... 162 C11H140 050390-51-7 64
5 Benzoxazol, 2,3-dihydro-2-thioxo... 269 C15H11NO2S 037442-06-1 59
Abundance Scan 2098 (15.627 min): BM015887.D (-2095) (-) m/z 119.00 100.00%
118.0
5000 91.0
190.1
50 ‘ ' 15.40 15.60 15.80 16.00
42.0 162.0 - : - -
ol el SOOE0 2089 1 279100 44.31%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #49805: Diethyltoluamide
119.0
5000 91.0 R UL UL UL B
190.0 15.40 15,60 15.80 16.00
65.0 m/z 190.05 32.92%
0 42\.0 ! 1 ‘ 148'016?'0 ‘
mz-> 40 60 80 100 120 140 160 180 200
Abundance
119.0
' 15.40 15.60 15.80 16.00
5000 m/z 65.00 17.99%
91.0 191.0
a0 90 136.0 176.0
O O T . B e e e e R I S B B R B
miz--> 40 60 80 100 120 140 160 180 200
Abundance #49832: Benzamide, N,N-diethyl-4-methyl- e A RaRE TR S
119.0 15.40 15.60 15.80 16.00

m/z 191.10 14 _.17%

5000

91.0 190.0

65.0
42.0 ‘ 148.0162.0 |

L r RS SN M RNttt RN S SRR M H S — -

m/z--> 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 12 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.48 7.14 ng 400706 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2583 (18.480 min): BM015887.D (-2578) (-) m/z 43.10 100.00%

431 73.0
5000

18.20 18.40 18.60 18.80

01 m/z 41.10 95.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L L LB L
18. 20 18 40 18. 60 18 80
1290 56,0 m/z 73.00 87.15%
97 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 130
T T
18.20 18.40 18.60 18.80
5000 m/z 60.00 83.11%
129.0
214.0
97.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid RN R e e A
43.0 730 18.20 18.40 18.60 18.80
m/z 55.05 79.62%
5000 129.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 13 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.73 3.81 ng 224157 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2796 (19.733 min): BM015887.D (-2791) (-) m/z 43.05 100.00%

430 73.0
5000

19.40 19.60 19.80 20.00
m/z 41.10 85.29%

(o]

m/z--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0
5000 LA L L L L L L L
129 0 19. 40 19 60 19. 80 20 00
50 284.0 m/z 73.05 79.76%
‘ H 241.0
0 1|5'|0\| u h u“ hh H\ ‘l I\ | ‘ ?13 0\ ‘ | —
m/z--> 0 15 200 250 300 350
Abundance
43.0
R RERREEEE RS RSy
73.0 19.40 19.60 19.80 20.00
5000 2840 m/z 60.00 74.95%
129.0
185.0
. 213.0241.0 312.0 372.0
N B e e L e e e e IR B e o B e B
m/z--> 0 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid o e R
73.0 19.40 19.60 19.80 20.00
43.0 m/z 55.10 71.54%
5000 1290
‘ ‘ 185.0 228.0
0 ..mk |.LHWI|M.H.|...{.|... — SN
m/iz--> 0 50 100 150 200 250 300 350 19. 40 19 60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015887.D

Aca On 11 Jul 2018 14:01

Operator : SJ/JU

Sample : J3925-02

Misc :

ALS Vial : 4 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 14 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.50 6.48 ng 381143 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(methoxvmethvIl)... 194 C11H1403 1000156-71-2 78
2 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 64
3 Benzaldehvde. 4-cvano-. benzovlh... 249 C15H11N30 195066-12-7 47
4 4-(4-Nitrobenzvlidene)-2-phenvl-... 294 C16H10N204 007152-75-2 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 3096 (21.497 min): BM015887.D (-3093) (-) m/z 105.00 100.00%

105.0
149.0
5000

51.0 mmmmammm

ok h L | 19302850 2961 3430 4151 4751 749 00 63.57%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #51647: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0

5000 LB B B L e B
21 20 21. 40 21 60 21. 80

m/z 77.05 52 .80%

45.0
oLl |
LA B o o e o L LANL A  B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
105.0 149.0

21.20 21. 40 21.60 21.80

5000 m/z 51.05 15.13%
51.0
192.0
o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87732: Benzaldehyde, 4-cyano-, benzoylhydrazone
105.0 21.20 21.40 21.60 21.80

m/z 106.00 8.29%

5000

51.0

147.0 190.0 249.0

R B M

m/z--> 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71118\
Data File : BM015887.D

Acq On 11 Jul 2018 14:01

Operator : SJ/JU

Sample - J3925-02

Misc :

ALS Vial : 4 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]
2-Butanol, 2,3-di... 3.82 9.1 ng 279770 1 8.29 615061 20.0
2-Pentanone, 4-hy... 5.32 4.2 ng 129824 1 8.29 615061 20.0
unknown? .82 7.82 85.2 ng 2621010 1 8.29 615061 20.0
Ethyl 3,3-dimethy... 8.52 2.4 ng 72551 1 8.29 615061 20.0
unknown9 .33 9.33 2.4 ng 74594 1 8.29 615061 20.0
1H-1,2,4-Triazole... 10.12 3.1 ng 128907 2 11.12 830861 20.0
1-Adamantanol 12.36 2.7 ng 110335 2 11.12 830861 20.0
Phenol, 4-(1,1-di... 13.75 33.4 ng 1635150 3 14.92 978796 20.0
unknownl15.54 15.54 2.3 ng 113099 3 14.92 978796 20.0
Diethyltoluamide 15.63 3.3 ng 158842 3 14.92 978796 20.0
n-Hexadecanoic acid 18.48 7.1 ng 400706 4 17.64 1122670 20.0
Octadecanoic acid 19.73 3.8 ng 224157 5 21.75 1177160 20.0
1,3-Dioxolane, 2-_... 21.50 6.5 ng 381143 5 21.75 1177160 20.0
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