LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022389.D

Aca On 17 Jun 2016 6:20

Operator : UM/SJ

Sample : H3569-17

Misc :

ALS Vial : 23 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.879 3 7 23 rVB 1027365 1656839 100.00% 14.357%
2 5.112 381 387 398 rBV 19468 36849 2.22% 0.319%
3 5.617 465 473 490 rBV 332107 656490 39.62% 5.689%
4 7.245 741 750 772 rBV 353984 762799 46.04% 6.610%
5 7.591 801 809 821 rBV 414826 804219 48.54% 6.969%
6 8.050 880 887 896 rBV 103285 198176 11.96% 1.717%
7 8.379 934 943 955 rBV 317429 630589 38.06% 5.464%
8 9.231 1079 1088 1107 rBV 208642 474979 28.67% 4.116%
9 10.876 1360 1368 1380 rBV 151182 333570 20.13% 2.891%
10 13.314 1775 1783 1802 rBvV 675901 1255477 75.78% 10.879%

11 14.137 1917 1923 1936 rBV 103191 192319 11.61% 1.667%
12 14.689 2011 2017 2032 rBV2 268615 493216 29.77% 4.274%

13 15.506 2151 2156 2161 rVB 23431 32414 1.96% 0.281%
14 15.905 2215 2224 2230 rBV5 7638 19549 1.18% 0.169%
15 16.187 2265 2272 2288 rBV 397323 757167 45.70% 6.561%
16 16.369 2297 2303 2311 rBV2 24534 46381 2.80% 0.402%
17 17.163 2433 2438 2442 rBV2 11384 18607 1.12% 0.161%
18 17.439 2478 2485 2501 rBV2 264060 519767 31.37% 4._.504%
19 19.489 2829 2834 2840 rBV2 24368 39155 2.36% 0.339%
20 19.848 2886 2895 2903 rVB 24390 48713 2.94% 0.422%

21 20.036 2921 2927 2939 rBV 923200 1352706 81.64% 11.722%
22 21.317 3139 3145 3153 rBv4 44853 102843 6.21% 0.891%
23 21.710 3204 3212 3228 rBV 246394 552131 33.32% 4._.784%
24 23.185 3455 3463 3467 rBVS 14706 39243 2.37% 0.340%
25 23.949 3586 3593 3594 rBV5 13457 24959 1.51% 0.216%

26 24.995 3755 3771 3784 rBV3 118412 490869 29.63% 4._.254%

Sum of corrected areas: 11540026
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG061616\

BG022389.D

17 Jun 2016 6:20

UmM/sJ

H3569-17

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
1000000

88
800000

600000

400000

200000

TIC: BG022389.D

7.59

5.62 8.38

8.05
5 11

9.23
10.88

05

Time-->

300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
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1000000

800000

600000

400000

200000

TIC: BG022389.D

13.31

16.19

14.69 17.44

14.14
17.16

15.51 15,91 |{16,37

20.04

19/{ 4919.84

21.32

21.71

O
Time-->

A
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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 20.50 21.00 21.50 22.00 22.50

Abundance
1000000

800000

600000

400000

200000

23.18 23.95 ) \

TIC: BG022389.D

24.99

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022389.D

Aca On 17 Jun 2016 6:20

Operator : UM/SJ

Sample - H3569-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.88 Concentration Rank 1

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

2.88 167.21 ng 1656840 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 7 (2.879 min): BG022389.D (-3) (-) m/z 73.00 100.00%
7

¢]
5000

2.90 3.00 3.10 3.20 3.30

55
o S T TR SN [ — m/z 43.00 36.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 31.27%
15 31
S sl e 5T | 104
O T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
B R RS RS e RS R
2.90 3.00 3.10 3.20 3.30
5000 . m/z 41.00 7.38%
29
39 S 67 101
O T T T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
78 2.90 3.00 3.10 3.20 3.30
43 m/z 42.00 5.79%
55
5000
29
0 1‘5 \‘\‘ ‘ 37‘ ‘\ \‘ \49 L \‘ 6\]- 67 il 82 89 100
L LI i i o LA R I B B e R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022389.D

Aca On 17 Jun 2016 6:20

Operator : UM/SJ

Sample - H3569-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 wunknown5.11 Concentration Rank 5

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

5.11 3.72 ng 36849 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
3 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 27
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 387 (5.112 min): BG022389.D (-381) (-) m/z 43.00 100.00%
43
59
5000
101
83 ‘ 480 5.00 520 5.40
o...,....,....,....-ih..‘.‘?..-!-Ii....,....,.-...,...:,'....,. m/z 59.00 70.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 LRI LN R I L
101 480 500 520 540
28 59 m/z 101.00 30.03%
70 84
o...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.‘l..,.?‘L?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 5.00 520 540
5000 m/z 58.00 19.06%
59
o 21 37 53 67 778 o1 OO
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4388: Propane, 1-ethoxy-2-methyl-
59 480 5.00 520 5.40
m/z 41.00 11.46%
5000
a4
73 102
0 "'I'}é'I""I""I""I??"I""I""I"??I'"'I""I' R U L A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022389.D

Aca On 17 Jun 2016 6:20

Operator : UM/SJ

Sample - H3569-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.59 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
759 s81.16ng 804219  1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25

031357-76-3 17
022291-85-6 9
051422-00-5 9
003620-08-4 9

2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO

3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2

4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2

Abundance Scan 809 (7.591 min): BG022389.D (-801) (-) m/z 131.90 100.00%

132
5000
68

40 4854 ¢ || 5 g 9|6 103 7.20 7.40 7.60 7.80 8.00
OH.W.H.L.”,”.W.”.“.”,”.W.H.PH”,”.W.”.,h”,” m/z 68.00 35.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine

' 132
69
104
5000

7.20 7.40 7.60 7.80 8.00

0
31 51 78 m/z 133.90 33.23%
38 44
0 ‘ N | H | !
R B L B R o R RRARE AL
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R e EAmma
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.74%
41 53 97 117
79
0 34 61 89 103110 | 124
i B B o RN T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- . .... R REmEE R
132 720 740 760 780 800
m/z 69.00 13.02%
5000
63 104
39 51 7 90 117
S T E Y Y WSO RN R || RN 0 A UUUUNY I NS —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 780 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022389.D

Aca On 17 Jun 2016 6:20

Operator : UM/SJ

Sample - H3569-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 1-Tetracosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.32 3.73 ng 102843 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 l1soheptadecanol 256 C17H360 057289-07-3 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 86

Abundance Scan 3146 (21.322 min): BG022389.D (-3139) (-) m/z 83.00 100.00%

57

5000 111

-

3 139 167 18920 I 281 21.00 21.20 21.40 21.60
0 v la 199208 0y m/z 57.00 91.01%
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol

3

5000 83 LANLEN LI L L L L LB |
21.00 21.20 21.40 21.60
18 11 m/z 69.00 86.12%
o ‘M‘L‘ J M A /140 168 196 238 266 308 336
e —
m/z--> 150 200 250 300 350
Abundance
43
R ERRE e
21.00 21.20 21.40 21.60
5000 83 m/z 97.00 81.93%
18 111
o 65 139 168 106 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester e
4 21.00 21.20 21.40 21.60
69 m/z 55.00 80.86%
97
5000
‘ 125
o NG — ke
m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061616\
Data File : BG022389.D

Acq On 17 Jun 2016 6:20

Operator : UM/SJ

Sample - H3569-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .88 2.88 167.2 ng 1656840 1 8.06 198176 20.0
unknown5.11 5.11 3.7 ng 36849 1 8.06 198176 20.0
unknown? .59 7.59 81.2 ng 804219 1 8.06 198176 20.0
1-Tetracosanol 21.32 3.7 ng 102843 5 21.71 552131 20.0
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