LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092317\

Data File : BG028899.D

Aca On : 23 Sep 2017 15:38 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 15297-04 091517-SIDIF-)E-U-S
ALS Vial : 10 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-BG091217.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 5.383 299 305 313 rBV 30841 47985 1.45% 0.426%
2 5.848 377 384 394 rBV 157449 271937 8.24% 2.415%
3 7.434 647 654 662 rBV 100308 197725 5.99% 1.756%
4 7.810 711 718 727 rBV2 279339 502498 15.22% 4_.462%
5 8.274 792 797 807 rBV 101262 169692 5.14% 1.507%

8.603 845 853 864 rVB 400512 724274 21.94% 6.432%
9.443 986 996 1008 rBV 308146 614681 18.62% 5.459%
11.094 1270 1277 1287 rBV 119228 224920 6.81% 1.997%
13.515 1681 1689 1701 rBV 1045564 1641363 49.71% 14.576%
14.896 1914 1924 1932 rBV2 228210 379024 11.48% 3.366%

=
QO ~NO®

11 16.382 2170 2177 2188 rBV 669050 1080862 32.74% 9.598%
12 17.645 2385 2392 2400 rBV 374119 605221 18.33% 5.375%
13 20.231 2826 2832 2844 rBV 2544689 3301827 100.00% 29.321%
14 21.958 3118 3126 3136 rBV 424665 769016 23.29% 6.829%
15 25.413 3701 3714 3727 rBvV2 230594 729750 22.10% 6.480%

Sum of corrected areas: 11260775
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\

Data File : BG028899.D

Aca On : 23 Sep 2017 15:38

Operator : SJ/JU

ﬁ?ggle i 15297-04 091517-SIDI-E-U-S
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG028899.D
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Abundance TIC: BG028899.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\

Data File : BG028899.D

Aca On : 23 Sep 2017 15:38

Operator : SJ/JU

ﬁ?ggle i 15297-04 091517-SIDI-E-U-S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown5.38 Concentration Rank 3

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

5.38 5.66 ng 47985 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 38
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
3 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H803 000594-61-6 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 304 (5.378 min): BG028899.D (-299) (-) m/z 43.05 100.00%
43.0
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101.1 it N
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135.6 339.8
ol e m/z 59.10 79.33%
m/z--> 50 100 150 200 250 300
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43.0
5000 LI L L L L L L L L L LB
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m/z 101.10 23.41%
15.0 | 73‘.0 10‘1.0
0 A
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Abundance
59.0
R o RN BE
5.00 520 5.40 5.60 5.80
5000 m/z 58.10 12.54%

95.0 123.0 159.0

O e I e e o LA s s o e o B L
m/z--> 50 100 150 200 250 300
Abundance #4710: Propanoic acid, 2-hydroxy-2-methyl-
59.0 5.00 5.20 540 5.60 5.80
m/z 41.10 9.65%
5000
31.0
| J‘ 89.0
O L s e o L B e o sy o RS s ey s e s
m/z--> 50 100 150 200 250 300 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092317\

Data File : BG028899.D

Aca On : 23 Sep 2017 15:38

Operator : SJ/JU

ﬁ?ggle i 15297-04 091517-SIDI-E-U-S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.81 Concentration Rank 2

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

7.81 59.22 ng 502498 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 3-Ethvilphenvl isocvanate 147 CO9HONO 023138-58-1 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 718 (7.810 min): BG028899.D (-711) (-) m/z 132.10 100.00%
13p.1
5000 68.1 A
96.1 MR o
40.1 8 9778 'Mo7m mosm MO
o 18l e m/z 68.10 42.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI R UL L
7.40 7.60 7.80 8.00 8.20
2.0 ‘ m/z 66.10 33.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
AR A A vy
5000 m/z 134.10 28.31%
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22547: 3—Ethy|pheny| isocyanate LI I e O B L
132.0 740 760 780 800 820

m/z 69.10 21.36%

5000
77.0
150 39.0 | 1040
0 ‘\ \‘ “\ \h\ I \‘ J I |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 780 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092317\

Data File : BG028899.D

Acq On : 23 Sep 2017 15:38

Operator : SJ/JU

ﬁ?ggle i 15297-04 091517-SIDI-E-U-S
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
Quant Title : 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]
unknown5 .38 5.38 5.7 ng 47985 1 8.27 169692 20.0
unknown7 .81 7.81 59.2 ng 502498 1 8.27 169692 20.0
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