LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF041717 .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 2.137 31 34 46 rBV 110105 166264 4.71% 0.523%
2 3.231 217 220 226 rBV 67665 84272 2.39% 0.265%
3 3.384 231 246 248 rBV5 35129 106981 3.03% 0.337%
4 3.607 282 284 286 rVB 117019 83141 2.36% 0.262%
5 3.942 337 341 348 rBV 374008 468898 13.28% 1.475%
6 4.331 402 407 410 rBV 3188306 3135438 88.83% 9.862%
7 5.401 584 589 605 rVB 2802405 3467586 98.24% 10.907%
8 5.525 605 610 614 rBY 3206007 3474039 98.43% 10.927%
9 5.772 648 652 656 rBV 874902 726176 20.57% 2.284%
10 5.948 678 682 686 rBY 2619235 2663072 75.45% 8.377%

11 6.425 757 763 766 rBV 1990850 2192206 62.11% 6.895%
12 6.589 787 791 797 rBV2 49237 60674 1.72% 0.191%
13 7.266 902 906 909 rBV 1102438 983576 27.87% 3.094%
14 8.589 1126 1131 1134 rBV 3680270 3529601 100.00% 11.102%
15 9.083 1211 1215 1219 rBV 845770 791641 22.43% 2.490%

16 9.395 1262 1268 1272 rBV2 977765 970034 27.48% 3.051%

17 9.995 1366 1370 1374 rVB 63640 55757 1.58% 0.175%
18 10.371 1429 1434 1438 rBV 1923394 2212431 62.68% 6.959%
19 10.577 1466 1469 1472 rBV 76545 80313 2.28% 0.253%
20 11.130 1559 1563 1567 rBV 46284 49075 1.39% 0.154%

21 11.218 1573 1578 1580 rBV 1077251 1101098 31.20% 3.463%
22 11.242 1580 1582 1586 rVB 172447 152013 4_.31% 0.478%
23 11.307 1590 1593 1597 rVB 49433 43724 1.24% 0.138%
24 12.701 1826 1830 1835 rBV 134818 129089 3.66% 0.406%
25 12.977 1872 1877 1881 rVB 109798 118087 3.35% 0.371%

26 13.195 1909 1914 1918 rBV 2711654 3187236 90.30% 10.025%

27 14.371 2108 2114 2121 rVB4 24404 50403 1.43% 0.159%
28 14.459 2124 2129 2133 rBV 866885 972787 27.56% 3.060%
29 15.583 2315 2320 2324 rBV 30937 39774 1.13% 0.125%

30 16.083 2401 2405 2414 rVB 628449 696757 19.74% 2.192%

Sum of corrected areas: 31792143
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\Data\BF041817\

BF094484.D

18 Apr 2017 13:57

SJ/MA

12701-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-Butanone, 3-hydroxy- Concentration Rank 4

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

2.14 4_.58 ng 166264 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-hvdroxv- 88 C4H802 000513-86-0 78
2 Propane. l1l-methoxv-2-methvl- 88 C5H120 000625-44-5 56
3 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 9
4 Ethanol. 2-(vinvloxv)- 88 C4H802 000764-48-7 9
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 9

Abundance Scan 35 (2.143 min): BF094484.D (-31) (-) m/z 45.10 100.00%
45
5000 P\\-
s e 2 83 200 220 240

R — 1 N N | S N— m/z 43.10 64.02%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2008: 2-Butanone, 3-hydroxy-
45

5000 I e
200 220 240

m/z 88.00 8.30%

27 88
.33 39 55 73 |
R B o e L I B
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
200 220 240
5000 m/z 42.00 6.88%
15 29
2 ? 56 73 88
B B o e B B L o B o
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Propanoic acid, 2-methy!- e ...ﬂ,".
43 200 220 240

m/z 44_.00 3.40%

5000
27 73
s el s i
T e o e o o B S LA e
2.00 2.20 2.40

m/z--> 0 10 20 30 40 50 60 70 80 90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2,3-Butanediol, [S-(R*,R*)]- Concentration Rank 7

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

3.23 2.32 ng 84272 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanediol. IS-(R*.R*)1- 90 C4H1002 019132-06-0 83
2 2.3-Butanediol. TR-(R*.R*)1- 90 C4H1002 024347-58-8 64
3 2.3-Butanediol 90 C4H1002 000513-85-9 64
4 (SY-2-Hvdroxvpropanoic acid 90 C3H603 000079-33-4 9
5 Thiirane 60 C2H4S 000420-12-2 9

Abundance Scan 220 (3.231 min): BF094484.D (-217) (-) m/z 45.10 100.00%
45
5000
57 280 300 320 340 3.60
75
e S 86 Tm/z 43.05  13.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2276: 2,3-Butanediol, [S-(R*,R*)]-
45
5000 R S L AR
2.80 3.00 3.20 3.40 3.60
29 m/z 57.00 9.90%
1 T 39 Y 75 %
miz--> 10 20 3 40 50 60 70 8 90
Abundance
45
—rv—v—v—v—rv—v—v—v—r
2.80 3.00 3.20 3.40 3.60
5000 m/z 47.10 5.32%
15 27 g9 g 75 9
miz--> 10 20 3 40 50 60 70 8 90
Abundance #2243: 2,3-Butanediol — T
45 2.80 3.00 3.20 3.40 3.60
m/z 75.00 3.97%
5000
1419 23 39| 50 7 75 90
m/z--> 10 20 30 40 50 60 70 80 %0 ' 280 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Butanoic acid Concentration Rank 5

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

3.38 2.95 ng 106981 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 72
2 Pentanoic acid 102 C5H1002 000109-52-4 38
3 4-Bromobutvric acid 166 C4H7Bro0O2 002623-87-2 9
4 Propanoic acid. 3-hvdroxv- 90 C3H603 000503-66-2 9
5 1,6-Anhydro-._.beta.-D-glucopyrano... 162 C6H1005 000498-07-7 9

Abundance Scan 245 (3.378 min): BF094484.D (-231) (-) m/z 60.00 100.00%
6o
5000
42 & ///ﬁ//ﬂk_
1 83 300 3.0 340 3.60 3.80
e LA L e o S B B O m/z 73.00 38.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1986: Butanoic acid
60
5000 T T T T T T T T Lﬁ--u-
73 3.00 no3m:mo3m
m/z 42.00 33.56%

27
...1?,.\.w..w,‘”.‘..w. e
m/z--> 20 40 60 80 100 120 140 160
Abundance
60

3.00 3.20 3.40 3.60 3.80

5000 m/z 41.05 29.63%
73
27 41
15 51 87 101
e L e o e o L e LS LA B o o o o o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33395: 4-Bromobutyric acid
60 3.00 3.20 3.40 3.60 3.80

m/z 45.05 21.03%

5000
87
15 69 | 96 107 121 151 167

m/z--> 0 80 100 120 140 160 3.00 3. 20 3. 40 3. 60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown3.61 Concentration Rank 8

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

3.61 2.29 ng 83141 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 7
2 3.4-Dihvdroxv-5-methvl-dihvdrofu... 132 C5H804 1000193-83-1 4
3 Acetic acid. nitro-. methvl ester 119 C3H5N0O4 002483-57-0 4
4 Pentanoic acid 102 C5H1002 000109-52-4 4
5 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 3

Abundance Scan 284 (3.607 min): BF094484.D (-282) (-) m/z 73.00 100.00%
5000
39
46 84 |"“|"“|%"w"'w"
| | | 69 | | 3.20 3.40 3.60 3.80 4.00
A e e e m/z 60.00 83.15%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #271: Hydrazine, 1,1-dimethyl-
42 %
5000 30 T T Hﬁﬁ ARRESERE
3m M03m:mo4m
m/z 39.05 32.30%
1, 38 53
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
60
73
42 3.20 3.40 3.60 3.80 4.00
5000 29 m/z 43.10 20.74%
69
88
55
50 83
WWWTWWWTWWWWWWTWWWWWW
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #8728: Acetic acid, nitro-, methyl ester
73 3.20 3.40 3.60 3.80 4.00
m/z 84.00 18.77%
42
5000
33 59 8
llj48 54 | 69 | 79
m/z--> 2'0 2'5 3'0 3'5 4'0 4'5 5'0 5'5 6|0 6|5 70 75 8IO 8|5 9'0 9'5 ' 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.94 12.91 ng 468898 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 341 (3.942 min): BF094484.D (-337) (-) m/z 43.00 100.00%
43
59
5000
101
3.60 3.80 4.00 4.20
el Sl 8 "m/z 59.00 59.19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR LR
3.60 3.80 4.00 4.20
59 101 m/z 101.10 22.25%
21 37 53 ‘ 67 77 83 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
360 3.80 4.00 420
5000 m/z 58.00 15.31%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI L L LB L LB L
43 3.60 3.80 4.00 4.20
m/z 41.05 8.91%
5000
101
15 97 " 71
S SR N[ - P £ S - S N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094484.D

Aca On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample : 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 95.68 ng 3474040 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 609 (5.519 min): BF094484.D (-605) (-) m/z 132.00 100.00%
5000 68
40 | 6 520 540 560 580
54 75 104 : : :
N —— T ??...' SRR S Ml .S | S m/z 68.10 41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 A R L U L
5.20 5.40 5.60 5.80
78 m/z 134.00 31.51%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.00 24 .85%
41 97
53 2 117
34 60 89 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole P
132 5.20 5.40 5.60 5.80

m/z 69.10 16.34%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041817\
Data File : BF094484.D

Acq On : 18 Apr 2017 13:57

Operator : SJ/MA

Sample - 12701-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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-Butanone, 3-hyd... 2.14 4.6 ng 166264 1 5.77 726176 20.0
2 ,3-Butanediol, [-.. 3.23 2.3 ng 84272 1 5.77 726176 20.0
Butanoic acid 3.38 3.0 ng 106981 1 5.77 726176 20.0
unknown3 .61 3.61 2.3 ng 83141 1 5.77 726176 20.0
2-Pentanone, 4-hy... 3.94 12.9 ng 468898 1 5.77 726176 20.0
unknown5 .52 5.52 95.7 ng 3474040 1 5.77 726176 20.0
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