LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG102516.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 height area % max. total
1 3.129 43 49 66 rvB 6863292 13744610 100.00% 22.432%
2 5.332 419 424 432 rVB 490598 812857 5.91% 1.327%
3 5.802 496 504 512 rBvV 2108974 3575068 26.01% 5.835%
4 7.406 769 777 787 rBV 2127681 4014105 29.20% 6.551%
5 7.794 835 843 852 rBV 2094210 3738930 27.20% 6.102%

8.270 915 924 933 rBV 478761 858145 6.24% 1.401%
8.593 970 979 990 rBV 1529849 2734366 19.89% 4._.463%
1114 1124 1131 rBV 1295966 2389997 17.39% 3.901%
11.096 1397 1405 1414 rBV 599652 1130245 8.22% 1.845%
13.511 1807 1816 1822 rBY 3072102 5063040 36.84% 8.263%

=
QO ~NO®
©
D
N
ol

11 14.322 1945 1954 1960 rBV 679628 1046655 7.62% 1.708%
12 14.886 2042 2050 2056 rVB 995165 1622157 11.80% 2.648%
13 16.366 2295 2302 2310 rBV 2928213 4619020 33.61% 7.539%
14 17.624 2506 2516 2524 rBV 1310197 2056266 14.96% 3.356%
15 20.203 2948 2955 2962 rBV 5772264 7836338 57.01% 12.790%

16 21.496 3170 3175 3183 rBV5 154917 276469 2.01% 0.451%
17 21.919 3240 3247 3254 rVB 1544159 2727093 19.84% 4.451%

18 23.435 3498 3505 3512 rBV4 81436 195472 1.42% 0.319%
19 25.350 3817 3831 3844 rVvB2 907438 2830410 20.59% 4.619%

Sum of corrected areas: 61271243
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample : H5447-05

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024585.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 unknown3.13 Concentration Rank 1

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

3.13 320-33 ng 13744600 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 28
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Hepten-4-ol 114 C7H140 003521-91-3 9

Abundance Scan 49 (3.129 min): BG024585.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
300 320 340
0 il 01128 165 221 267 311340 374401432 498 m/z 43.05 71.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4787: Propane, 2,2-dimethoxy-
73
43
%000 1 300 320 340
’ m/z 89.10 49.67%
NMMMW'“'P"'w"w'"w"'w"'w"'w"'w"'w"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30 73
300 320 340
5000 m/z 41.10 15.82%
mz-> 0 50 100 150 200 250 300 350 400 450 500 /k
Abundance #739: Acetamide, N-methy!l- e
43 73 3.00 320 3.40
m/z 45.10 14 .26%
5000
15
A UL U I S I I I UL I S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 18.94 ng 812857 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 43
3 3-Hexanol 102 C6H140 000623-37-0 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 424 (5.332 min): BG024585.D (-419) (-) m/z 43.10 100.00%
43
5000
s oo 520 540 Sh0 |
A 147180209236 202 82 eSS A . "m/z 59.10  66.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R R U
5.00 5.20 5.40 5.60
m/z 101.05 20.78%
‘ 101
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
500 520 540 560
5000 m/z 58.10 13.95%
31
85
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4417 3-Hexanol ||J|bluljll|llll|llll|llll|
5 5.00 5.20 5.40 5.60
m/z 41.10 8.95%
5000{ 31
h ﬂ 85
m/z--> 50 100 150 200 250 300 350 400 450 500 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 3 unknown7.79 Concentration Rank 2

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

7.79 87.14 ng 3738930 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 25
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 842 (7.788 min): BG024585.D (-835) (-) m/z 131.95 100.00%
132
68
5000
7 7.40 7.60 7.80 8.00 8.20
bl L 160 207236 30 450462489 SM T "m/z 68.10 54.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AR LN RN R L
7.40 7.60 7.80 8.00 8.20
105 m/z 66.10 38.59%
"jHl"U”"I"”I""""I”"I"”I"'W""P"'I'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69 RS RN RN AR L
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.20%
31
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A e R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.28%
97
5000
51 10
'Jﬂwl'W"”l'”'l”""'W"”I'”'I”"P"W"”I' RS N RN R L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 5 Titanium tetrachloride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.03 ng 276469 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Titanium tetrachloride 188 Cl4Ti 007550-45-0 70
2 n-Tetracosanol-1 354 C24H500 000506-51-4 70
3 17-Pentatriacontene 491 C35H70 006971-40-0 70
4 Behenic alcohol 326 C22H460 000661-19-8 64
5 Cyclotetracosane 336 C24H48 000297-03-0 53
Abundance Scan 3176 (21.502 min): BG024585.D (-3170) (-) m/z 55.05 100.00%
g5
97
5000
° 182 21120 21.40 21.60 21.80
53 250 310 364 415 489 . . . .
AL 222°. 282 o3 m/z 43.05 81.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52196: Titanium tetrachloride
35 83 153
118
5000 R DA DU DU
190 2120 2140 2160 2180
‘ m/z 57.10 75.65%
---WﬁV¢-wW--|--$ LU UL SN B SR S I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
21120 21.40 21.60 21.80
5000 m/z 97.10 65.49Y%
125
29 153
181210238266 308336
m/z--> éo 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #234187: 17-Pentatriacontene
43 21.20 21.40 21.60 21.80
m/z 83.10 61.84%
5000 83
11
| 139167196224 267294321 462490
m/z--> éo 160 1éo 200 250 300 3%0 400 450 500 séo 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024585.D

Acq On : 1 Nov 2016 10:12

Operator : UM/SJ

Sample - H5447-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown3.13 3.13 320.3 ng 13744600 1 8.27 858145 20.0
2-Pentanone, 4-hy... 5.33 18.9 ng 812857 1 8.27 858145 20.0
unknown7 .79 7.79 87.1 ng 3738930 1 8.27 858145 20.0
Titanium tetrachl... 21.50 2.0 ng 276469 5 21.92 2727090 20.0
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