LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 3.149 5 10 23 rvB 485039 789820 26.94% 5.638%
2 4.612 255 259 266 rBvY 52405 78767 2.69% 0.562%
3 5.622 425 431 446 rVB 329180 565269 19.28% 4.035%
4 7.126 682 687 694 rvVB 39377 57269 1.95% 0.409%
5

7.238 699 706 717 rBV 218569 413630 14.11% 2.952%

7.608 762 769 783 rBV 609860 1089671 37.17% 7.778%
8.084 843 850 862 rVB 137993 254187 8.67% 1.814%
8.407 897 905 914 rBV 596059 1041005 35.51% 7.431%
9.265 1042 1051 1061 rBV 483043 893987 30.50% 6.381%
9.576 1099 1104 1108 rVvB2 20984 30782 1.05% 0.220%

=
QO ~NO®

11 10.904 1323 1330 1340 rBV 171290 320065 10.92% 2.285%
12 13.343 1736 1745 1758 rBV 1384257 2133272 T72.77% 15.227%
13 14.159 1877 1884 1889 rBV 20132 32470 1.11% 0.232%
14 14.723 1969 1980 1989 rBV2 294393 487643 16.64% 3.481%
15 16.210 2227 2233 2244 rBV 1088013 1694376 57.80% 12.094%

16 17.467 2441 2447 2458 rBV2 382069 597318 20.38% 4.264%
17 18.313 2588 2591 2597 rBV2 47205 74737 2.55% 0.533%

18 20.064 2884 2889 2895 rBV 2303710 2931380 100.00% 20.924%
19 21.744 3171 3175 3187 rVB 306894 524231 17.88% 3.742%

Sum of corrected areas: 14009879
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
BG041364.D

20 Jun 2019 19:38

HP/JU

K3382-02

13 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

LSCINT.P

Abundance

2500000
2000000
1500000

1000000

5000001

TIC: BG041364.D

7.61 8.41

9.27
5.62

8.08

4, 61 7. 9 58

10.90

Time-->

(R S EEBEARERRE
350 400 450 500 550 6.00 650 7.00

A
||||||||||||||||||||||||||||||||||||||||

750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

2500000
2000000
1500000{ 13

1000000

500000

TIC: BG041364.D

.34

16.21

17.47
14.72

14.16 18.31

20,06

21.74

O
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
2500000

2000000

1500000

1000000

500000

TIC: BG041364.D

N

Time-->

Oy
23.00 23.50 24.00 2450 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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.15 62.14 ng 789820 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 35
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 10 (3.149 min): BG041364.D (-5) (-) m/z 72.95 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Obrrrrrrrrprree S 82 184 m/z 43.00 41.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USRS RARAE RARSE RARSR RN
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 86.95 28.16%
fg L 80
G B R R RS RS RN RN RS LSS LARA RARSN SARRS RARSE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 27 .14%
o M \H Loesll, 80 | o7 12 12
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.80%
5000 43 87
15 72
0'”IJ”I”M‘””IL”?%f%'”J'“P'”P'”P'“P'“P'“P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4.61 6.20 ng 78767 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid, tris(trimethylsil._. 342 C9H27As03Si13 055429-29-3 83
3 4-Cyclohexene-1,2-dicarboximide, ... 207 C12H17N0O2 028916-00-9 42
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39
5 2-Ethylacridine 207 C15H13N 055751-83-2 38

Abundance Scan 259 (4.612 min): BG0411(3|)64.D (-255) (-) m/z 207.00 100.00%
247
5000
43 75 96 1451338 g 191 l 420 440 460 4.80 5.00
Y S~ S T~ B NS SN L NN — Y 52 To - I o] R B -1/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
247
5000 NSRS SR
420 4.40 4.60 4.80 5.00
m/z 208.90 14 .52%
96 133 191
ol 2845 75 | 115°9° 163 - |
m/z--> ib&%mmmm@mmmm@mﬁ
Abundance #178799: Arsenous acid, trls(trlzbnethylsnyl) ester
207
420 440 460 480 500
5000 m/z 190.90 11.10%
73 105 133 191
ol 27 4 | | 149165 | h 239 327
m/z--> i%&%mmmmmmmmmmmﬁ
Abundance #66880: 4-Cyclohexene-1,2-dicarboximide, N-butyl-, cis- R ma B
420 4.40 4.60 4.80 5.00
m/z 133.00 7.19%
5000
o’ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 420 440 460 4.80 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Cyclotetrasiloxane, octamet... Concentration Rank 5

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

7.13 4_.51 ng 57269 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetrasiloxane, octamethyl- 296 C8H2404Si4 000556-67-2 91
2 2H-1,3,4-Benzotriazepine-2-thion... 281 C16H15N3S 141071-26-3 64
3 Benzene, 1-phenyl-4-(2-cyano-2-p... 281 C21H15N 027869-56-3 53
4 4H-1,2,4-Triazole-3-thiol, 4-all... 281 C16H15N3S 031803-13-1 50
5 4-Amino-5-(4-acetylphenylazo)ben... 281 C14H11N502 166766-09-2 47

Abundance Scan 688 (7.132 min): BG041364.D (-682) (-) m/z 281.00 100.00%
281
5000
————
193 249 265 6.80 7.00 7.20 7.40
73 133 179 207
Ol e et 103 17 ..l.'.,...?,z.??.S.... b "m/z 282.00 25.29%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141482: Cyclotetrasiloxane, octamethyl-
281
5000 A SR R

6.80 7.00 7.20 7.40
m/z 282.90  17.04%

133 265
ol 28 45 59 3 10311977 147 163177 1932?7 235 24? C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128310: 2H-1,3,4-Benzotriazepine-2-thione, 5-benzyl-1,3-d...
281
e
30 6.80 7.00 7.20 7.40
5000 248 m/z 264.90 11.10%
91 161
65 190
51 ) 117131145 | 176 | 204219 m ‘
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128506: Benzene, 1-phenyl-4-(2-cyano-2-phenylethenyl) R e
281 6.80 7.00 7.20 7.40
m/z 192.90 10.42%
5000
91
77 126 203 233
027 i 112 182 177 224239
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 4 unknown7.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.61 85.74 ng 1089670 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 769 (7.608 min): BG041364.D (-762) (-) m/z 132.00 100.00%
132
5000 68 /\‘
96 IR L L L B
40 513 7.20 7.40 7.60 7.80 8.00
o L SN m/z 68.00 49.83Y%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR U LR

7.20 7.40 7.60 7.80 8.00
70 m/z 66.00  35.34%

31
0|"'|'I|L!'ll""|" LN DAL AL DAL PRI DAL SRR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole
132

7.20 7.40 7.60 7.80 8.00

5000 m/z 134.00 32.01%
104
66
39, ),
o pre— -
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl T B B e R
57 132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 23.60%

5000 98
L] ) 158189
P

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 6 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.50 ng 74737 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 60
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 43
Abundance Scan 2590 (18.307 min): BG041364.D (-2588) (-) m/z 73.00 100.00%
5000 r! h
285 306 329 18.00 18.20 18.40 18.60
0 m/z 60.00 88.46%
m/z--> 50 100 150 200 250 300
Abundance #72646: Tridecanoic acid
7B
43
5000
18.00 18.20 18.40 18.60
129 o 214 m/z 43.00 81.46%
97
0! um.'h.l'. |: .'15“'2. .I Il:||'97l N
m/z--> 50 100 150 260 250 360
Abundance #107549: n-Hexadecanoic acid
43 90
18,00 18.20 18.40 18.60
5000 129 m/z 57.05 73.75%
157 185 213 256
OIIIIJIJ\ Lv“mth”...{.{.‘l. 239{....|....|
m/z--> 50 150 200 250 300
Abundance #50051: Undecanoic acid s B
60 18.00 18.20 18.40 18.60
m/z 55.00 63.60%
5000 43
‘ 85 129
186
0.1?“. ‘.Jl“‘h .‘Ih.ll‘l:.lig-.”‘. .‘1?7..‘. e ——— N —
m/z--> 50 100 150 200 250 300 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041364.D

Acq On : 20 Jun 2019 19:38

Operator : HP/JU

Sample - K3382-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 62.1 ng 789820 1 8.08 254187 20.0
Cyclotrisiloxane, ... 4.61 6.2 ng 78767 1 8.08 254187 20.0
Cyclotetrasiloxan. .. 7.13 4.5 ng 57269 1 8.08 254187 20.0
unknown7 .61 7.61 85.7 ng 1089670 1 8.08 254187 20.0
Tridecanoic acid 18.31 2.5 ng 74737 4 17.47 597318 20.0
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