LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023287.D

Aca On : 27 Jul 2016 17:42 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : H4152-10 GW-16-7.0-15.0

ALS Vial : 25 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-BG072616.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 4.180 216 228 235 rBV2 238798 652681 5.22% 0.884%
2 4.285 240 246 254 rVB2 92564 174246 1.39% 0.236%
3 5.196 394 401 410 rVB2 202711 318864 2.55% 0.432%
4 5.672 473 482 495 rBV 2098001 3415632 27.31% 4.624%
5 7.287 750 757 768 rVB 1554430 2721432 21.76% 3.684%
6 7.663 813 821 830 rBVY 3109338 5423185 43.35% 7.342%
7 8.133 895 901 908 rBV 761505 1315453 10.52% 1.781%
8 8.374 934 942 949 rBV 68073 138919 1.11% 0.188%
9 8.462 949 957 966 rVB 2619506 4517115 36.11% 6.115%
10 9.314 1094 1102 1114 rVB 2388077 4208976 33.65% 5.698%

11 10.970 1377 1384 1391 rBV 1051372 1940166 15.51% 2.627%
12 13.420 1793 1801 1811 rBV 5920452 9663827 77.25% 13.083%
13 14.248 1937 1942 1948 rBV 244102 356735 2.85% 0.483%
14 14.806 2029 2037 2044 rBV2 1652362 2758991 22.06% 3.735%
15 14.871 2044 2048 2057 rVB2 94987 156931 1.25% 0.212%

16 15.323 2120 2125 2132 rBV2 88334 153635 1.23% 0.208%
17 15.494 2149 2154 2158 rVB 178382 256088 2.05% 0.347%
18 16.257 2276 2284 2286 rBV 198973 282464 2.26% 0.382%
19 16.304 2286 2292 2305 rVB 5068454 7700496 61.56% 10.425%
20 16.962 2399 2404 2410 rBV 72962 136117 1.09% 0.184%

21 17.274 2452 2457 2467 rBV6 153724 391368 3.13% 0.530%
22 17.567 2494 2507 2512 rBV2 2116017 3633395 29.05% 4_.919%
23 17.614 2512 2515 2519 rVB 188037 253930 2.03% 0.344%
24 18.443 2652 2656 2663 rBV3 122529 239714 1.92% 0.325%
25 18.678 2689 2696 2704 rBV 2139434 3075967 24.59% 4.164%

26 18.778 2710 2713 2722 rVB9 101494 167872 1.34% 0.227%
27 19.717 2869 2873 2884 rBV9 74089 212426 1.70% 0.288%
28 20.182 2945 2952 2957 rBV 9315859 12509079 100.00% 16.935%
29 21.891 3236 3243 3252 rVB 2127749 3706543 29.63% 5.018%
30 25.298 3812 3823 3836 rBV 1143595 3381938 27.04% 4_579%

Sum of corrected areas: 73864185
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023287.D

Aca On = 27 Jul 2016 17:42

Operator : UM/SJ

ﬁ?ggle i H4152-10 GW-16-7.0-15.0
ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG072616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023287.D
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Abundance TIC: BG023287.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023287.D

Aca On 27 Jul 2016 17:42

Operator : UM/SJ

Sample : H4152-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butanoic acid Concentration Rank 4

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

4.18 9.92 ng 652681 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Pentanoic acid 102 C5H1002 000109-52-4 45
3 4-Bromobutvric acid 166 C4H7Bro02 002623-87-2 9
4 Urea 60 CH4N20 000057-13-6 5
5 Formic acid hydrazide 60 CH4N20 000624-84-0 4

Abundance Scan 228 (4.180 min): BG023287.D (-216) (-) m/z 60.05 100.00%
60
5000 /L
380 4.00 420 440 4.60
ol MU 149179207 265 308340 391 429 S sz 73.05  31.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2020: Butanoic acid
60
5000 RS SAESE NS R
3.80 4.00 4.20 4.40 4.60
27 m/z 41.05 20.33%
88
e S U L I L AL I L I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
3.80 4.00 4.20 4.40 4.60
5000 m/z 42.05 20.33%
29
87
e S U L I L I LA UL I I WL I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35268: 4-Bromobutyric acid
60 3.80 4.00 4.20 4.40 4.60
m/z 45.05 14 .84%
5000
28 a7
Ol'“"lu 'J'I}?%}?%"'I""I' S AL AL L SN B
m/z--> 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40 4.60

8270-BG072616-M Thu Jul 28 17:49:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023287.D

Aca On - 27 Jul 2016 17:42

Operator : UM/SJ

ﬁ?ggle i H4152-10 GW-16-7.0-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Isocrotonic acid Concentration Rank 6

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

4.29 2.65 ng 174246 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isocrotonic acid 86 C4H602 000503-64-0 94
2 Crotonic acid 86 C4H602 003724-65-0 91
3 2-Butenoic acid. (BE)- 86 C4H602 000107-93-7 90
4 2-Propenoic acid. 2-methvl- 86 C4H602 000079-41-4 87
5 cis-4-Hydroxy-L-proline 131 C5H9NO3 000618-27-9 64

Abundance Scan 247 (4.291 min): BG023287.D (-240) (-) m/z 86.00 100.00%
3 86
5000

ML 148173 221 293 323350 384 424 458 504 200 420 490 46D

Ol Rd S e e e | M/Z 39.05  93.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1663: Isocrotonic acid
39 86
5000

400 4.20 4.40 4.60
m/z 68.05 61.05%
|

0 L e O LA e e o o )
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
86
41 4.00 4.20 4.40 4.60
5000 m/z 41.05 59.13%
O T e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1668: 2-Butenoic acid, (E)-
86 4.00 4.20 4.40 4.60
41 m/z 69.05 45 .54%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023287.D

Aca On 27 Jul 2016 17:42

Operator : UM/SJ

Sample : H4152-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5

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

5.20 4.85 ng 318864 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 402 (5.202 min): BG023287.D (-394) (-) m/z 43.05 100.00%
43
5000
101
480 5.00 5.20 5.40 5.60
ol 476 | 152 188 245 294 383 4644 | "m/z 59.05  70.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL N
480 5.00 5.20 5.40 5.60
m/z 101.05 27 .54%
‘ 101
0 ”w“”'“'J"”I""I'”'I""I”"I""I”"I""P"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 5.00 520 540 5.60
0
5000 101 m/z 58.00 18.57%
27
S S L U L (L WL B S LI WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 480 5.00 5.20 5.40 5.60
m/z 41.05 9.56%
5000
86
0 "ﬁdt'hl"”l""I'”'I""I”"I""I”"I""P"
m/z--> 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023287.D

Aca On - 27 Jul 2016 17:42

Operator : UM/SJ

ﬁ?ggle i H4152-10 GW-16-7.0-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown7.66 Concentration Rank 1

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

7.66 82.45 ng 5423190 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 820 (7.657 min): BG023287.D (-813) (-) m/z 132.05 100.00%
68
5000
w0 | %P 740 7.60 7.80 8.00
0 LAy ) 185 230 281 351 416 aArd m/z 68.05 58.48%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 U L S U
7.40 7.60 7.80 8.00
o m/z 66.05 36.80%
104
%4ﬁﬁ¢MHMM'JW"'W"'W"'W"'W"'W"'W"'W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
'm'l”'W"”l”"P'”
7.40 7.60 7.80 8.00
5000 m/z 133.95 35.21%
104
14 39 06
O S L L S U B WL L B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R ERE EREE
132 7.40 7.60 7.80 8.00
m/z 69.05 23.23%
5000
33 105
HH7P\ HA
L L L U S U B S L B UL UL UL U
mz-> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00

8270-BG072616-M Thu Jul 28 17:49:20 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023287.D

Aca On - 27 Jul 2016 17:42

Operator : UM/SJ

ﬁ?ggle i H4152-10 GW-16-7.0-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl7.27 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.27 2.15 ng 391368 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(3H)-Pteridinone. 3-hvdroxv- 164 C6H4N402 018106-57-5 38
2 Thvmoauinone 164 C10H1202 000490-91-5 22
3 Methabenzthiazuron 221 C10H11N30S 018691-97-9 22
4 Benzoic acid. 4-(dimethvlamino)- 165 C9H11NO2 000619-84-1 14
5 Propionic acid, 3-(4-cyclopentyl... 368 C21H24N204 1000311-07-5 14
Abundance Scan 2456 (17.268 min): BG023287.D (-2452) (-) m/z 163.95 100.00%
164
5 136
s000, 39 6 95
192
224 281 17.00 17.20 17.40 17.60
o 25 320 355 392 440 477 77 164 95 1. 950
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33981: 4(3H)-Pteridinone, 3-hydroxy-
164
5000 LI B BUMLLE IS R

17.00 17.20 17.40 17.60
m/z 135.95  59.44%

0 ]
m/z--> 0 150 200 250 300 350 400 450
Abundance
164
17.00 17.20 17.40 17.60
5000 o 93 121 m/z 67.10 51.00%
68
14
o iy e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77934: Methabenzthiazuron A EAREEEEEE
164 17.00 17.20 17.40 17.60
m/z 95.05 49_85%
136
5000 32
57 9 221
ob—dlabdb 4 AL L MR | MR
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023287.D

Aca On 27 Jul 2016 17:42

Operator : UM/SJ

Sample : H4152-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl8.68 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.68 16.93 ng 3075970 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(4.6-DimethvIl-2-pvrimidinv)-0... 167 C8H13N30 300358-25-2 27
2 Butvlphosphonic acid. 2-cvclohex... 276 C14H2903P 1000323-20-5 22
3 3-Ethvlbenzothiazolin-2-thione 195 C9HINS2 016407-34-4 18
4 4 _.8-Ethano-4H-1.3-benzodioxin. h... 168 C10H1602 057790-44-0 15
5 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 14
Abundance Scan 2696 (18.678 min): BG023287.D (-2689) (-) m/z 167.00 100.00%
167
55
5000 g5 139 226
195 e AN
18.40 18.60 18.80 19.00
ol 263 294 327355 425 460 494 550 m/z 55.05 57 19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36068: N-(4,6-Dimethyl-2-pyrimidinyl)-O-ethylhydroxylamine
139167
108
42
5000 L N SULILL N SUMLLN UL
18.40 18.60 1880 19.00
} m/z 139.00 47.06%
Ny
OIINNNMHH“,”l T AT A e
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance
167
18.40 18.60 18.80 19.00
5000 139 m/z 95.00 41.70%
2g °° 82111 194 ou7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57578: 3-Ethyloenzothiazolin-2-thione R e Rmam
167195 18.40 18.60 18.80 19.00
m/z 122.95 37 .55%
5000
69 108135
0 ...‘l‘ \\u\h '.'ll.‘...l e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 5850 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO72716\

Data File : BG023287.D

Acg On 27 Jul 2016 17:42

Operator : UM/SJ

3?22'6 i H4152-10 GW-16-7.0-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butanoic acid 4.18 9.9 ng 652681 1 8.13 1315450 20.0
Isocrotonic acid 4.29 2.6 ng 174246 1 8.13 1315450 20.0
2-Pentanone, 4-hy... 5.20 4.8 ng 318864 1 8.13 1315450 20.0
unknown? .66 7.66 82.5 ng 5423190 1 8.13 1315450 20.0
unknownl17 .27 17 .27 2.1 ng 391368 4 17.57 3633400 20.0
unknownl18.68 18.68 16.9 ng 3075970 4 17.57 3633400 20.0
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