LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020958.D
Aca On : 19 Feb 2016 5:38 Instrument :
Operator : SJ/UM ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : H1488-01 P001-SS016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG021116.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 3.090 37 43 63 rvB 1081275 1515689 98.61% 14.660%
2 3.237 63 68 77 rBv 23962 41449 2.70% 0.401%
3 5.311 415 421 435 rVB 78765 122164 7.95% 1.182%
4 5.793 496 503 512 rBV 382092 599677 39.01% 5.800%
5 7.402 769 777 790 rBV 401453 693131 45.09% 6.704%

7.784 835 842 855 rvB 426405 727391 47 .32% 7.036%
8.260 916 923 929 rVB 73537 123920 8.06% 1.199%
8.583 970 978 987 rVB 314767 548363 35.68% 5.304%
9.429 1114 1122 1130 rBV 249450 440355 28.65% 4._.259%
11.086 1395 1404 1411 rBV 126072 224322 14.59% 2.170%

=
QO ~NO®

11 13.500 1807 1815 1824 rBV 899511 1330659 86.57% 12.871%
12 14.311 1947 1953 1960 rVB 76365 105700 6.88% 1.022%
13 14.869 2042 2048 2056 rVvB2 207356 325581 21.18% 3.149%
14 15.685 2183 2187 2192 rVB 20537 24547 1.60% 0.237%
15 16.349 2294 2300 2312 rVB 541856 781675 50.86% 7.561%

16 16.543 2328 2333 2336 rBvV 19042 27029 1.76% 0.261%
17 17.606 2508 2514 2520 rBV 235046 337766 21.97% 3.267%
18 20.185 2947 2953 2959 rBV 1236582 1537063 100.00% 14.867%
19 21.483 3169 3174 3186 rBvV 64787 101243 6.59% 0.979%
20 21.830 3227 3233 3236 rBV5 9103 15384 1.00% 0.149%

21 21.883 3236 3242 3248 rVB 217482 359085 23.36% 3.473%
22 25.249 3805 3815 3829 rVB3 122205 356479 23.19% 3.448%

Sum of corrected areas: 10338672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\

Data File : BG020958.D

Aca On : 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-55016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG020958.D
1200000
3.09

1000000
800000

600000

7.78
400000 5.79 7.40
8.58

200000 11.09

5.31 8.26
3.24 A

e

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG020958.D
1200000 20.18

1000000
13.50

800000
600000 16.35
400000

17.61 21.88
200000 14.87

14.31 21.48
15A. 69 16.54 A 21/83

I
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Time--> 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 TIC: BG020958.D
1200000

1000000

800000

600000

400000

200000 25,95

AR B L e e L AN AR L e s L AR REARNEARAR R

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\BG021816\

Data File : BG020958.D

Aca On : 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-55016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown3.09 Concentration Rank 1

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

3.09 244.62 ng 1515690 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
3 1.3-Dioxolane. 2-heptvl- 172 C10H2002 004359-57-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 43 (3.090 min): BG020958.D (-37) (-) m/z 73.15 100.00%
73
5000 }\\_
43 89
- 300 320 340
o m/z 43.10 33.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55 T N L
300 320  3.40
m/z 89.15 30.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
73
300 320 340
5000 43 m/z 41.15 6.78%
31 89
0 57
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37215: 1,3-Dioxolane, 2-heptyl- LA LA L L L B
73 3.00 320 3.40
m/z 45.15 5.26%
5000 }\\»
45
0 21 57 81 99 110 129 144 171
m/z--> 20 3'0 40 50 60 7'0 80 90 100 110 120 130 140 150 160 170 300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\

Data File : BG020958.D

Aca On : 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-55016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.31 19.72 ng 122164 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 421 (5.311 min): BG020958.D (-415) (-) m/z 43.15 100.00%
a3
59
5000
101
L e
83 5.00 5.20 5.40 5.60
Ok e 2ol S vl Tm/z 59.15  69.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U S R UL

5.00 520 5.40 5.60
59 m/z 101.05 29.80%

101
0 21 37, 53 ‘ 67 77 8 91
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R R
5.00 5.20 5.40 5.60
5000 m/z 58.15 19.72%
101
28 59
70 84
15 53 78 95
o SRRy HRMBEAT 1 ST .:,01 MNEROS VHNL A F A FRM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine R R
3 59 5.00 5.20 5.40 5.60
m/z 41.15 8.53%
5000 18
28
0 12 | ol 1IN ,
R B B L o R BREEE B EmaE e RRRRREE AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\

Data File : BG020958.D

Aca On : 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-55016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown7.78 Concentration Rank 2

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

7.78 117.40 ng 727391 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 841 (7.778 min): BG020958.D (-835) (-) m/z 132.05 100.00%
5000
68
0 5 || g5 P 7.40 7.60 7.80 8.00 8.20
Ol il 8 e M~ m/z 68.15 34.11%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L LI LR L
7.40 7.60 7.80 8.00 8.20
31 51 m/z 134.05 32.13%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 67 m/z 66.15 20.18%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil P e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12.73%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\

Data File : BG020958.D

Aca On : 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-55016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.48 5.64 ng 101243 Chrysene-di12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 Cvclopentadecane 210 C15H30 000295-48-7 91
3 1-Nonadecanol 284 C19H400 001454-84-8 91
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 90

Abundance Scan 3173 (21.477 min): BG020958.D (-3169) (-) m/z 97.15 100.00%

5000

i

21.20 21.40 21.60 21.80
m/z 83.15 97.57%

139153 193 209 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol
55 69

41 83

3

21.I20 21.|4O 21.I60 21.|80
11 m/z 69.15 88.77%

5000

5
o 139154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 g3 T e
21.20 21.40 21.60 21.80
5000 97 m/z 55.15 87.09%

111

125
21 139153 182 210

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol A S S e e
43 57 83 21.20 21.40 21.60 21.80

o7 m/z 57.15 82.61%
5000

29
125

:

14 | ‘M il 139154168182196210224238952266
R Ta R

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.20 21.40 21.60 21.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG021816\

Data File : BG020958.D

Acq On > 19 Feb 2016 5:38

Operator : SJ/UM

ﬁ?ggle i H1488-01 P001-SS016-5460-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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]
unknown3 .09 3.09 244 .6 ng 1515690 1 8.25 123920 20.0
2-Pentanone, 4-hy... 5.31 19.7 ng 122164 1 8.25 123920 20.0
unknown7 .78 7.78 117.4 ng 727391 1 8.25 123920 20.0
1-Hexadecanol 21.48 5.6 ng 101243 5 21.88 359085 20.0
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