LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO030519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG030419.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 3.208 15 20 28 rBv 151988 277278 8.02% 1.712%
2 3.279 28 32 41 rVB 112952 166864 4.83% 1.031%
3 5.699 437 444 455 rVB 342290 550039 15.92% 3.397%
4 7.297 708 716 726 rBV 239194 423835 12.26% 2.618%
5 7.685 773 782 789 rBV 640664 1119435 32.39% 6.913%

8.155 855 862 871 rvB 146481 258270 7.47% 1.595%
8.478 910 917 927 rVB 510536 895760 25.92% 5.532%
9.335 1054 1063 1075 rBvV 499499 917446 26.55% 5.666%
10.974 1335 1342 1350 rBV 220666 398947 11.54% 2.464%
13.406 1748 1756 1765 rBB 1380550 2179507 63.07% 13.460%

=
QO ~NO®

11 14.781 1983 1990 1998 rBV3 382634 613803 17.76% 3.791%
12 16.267 2236 2243 2253 rBV 1229075 1863391 53.92% 11.508%
13 17.524 2451 2457 2464 rBV2 524133 802472 23.22% 4_.956%
14 18.376 2597 2602 2612 rBV2 71591 111514 3.23% 0.689%

15 19.539 2794 2800 2804 rBvV 68910 90996 2.63% 0.562%
16 20.121 2892 2899 2905 rBVY 2562963 3455796 100.00% 21.342%
17 20.732 2998 3003 3006 rBv2 26262 36759 1.06% 0.227%
18 21.813 3181 3187 3196 rVB2 521565 892239 25.82% 5.510%
19 22.588 3315 3319 3325 rvB4 26831 44541 1.29% 0.275%
20 23.305 3436 3441 3446 rVB 30460 43304 1.25% 0.267%
21 24.139 3575 3583 3591 rBV2 33343 79067 2.29% 0.488%
22 25.185 3745 3761 3772 rBV 298897 916449 26.52% 5.660%
23 26.312 3947 3953 3963 rVB6 19289 54384 1.57% 0.336%
Sum of corrected areas: 16192096
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039772.D
2500000

2000000
1500000

1000000

7.68
500000 8.48 9.34

570 7.30
g . 8.15 10.97

Time--> 3.50 4.00 A4. 50 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG039772.D
2500000 20112

2000000

15000001 1341
16.27

1000000

17.52 21.81
500000 14.78

18.38 19.54 20.73 22.59
0] L N S| S R R L e e e ma e EEEBE s

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 TIC: BG039772.D
2500000

2000000

1500000

1000000

500000
25.18

23.30 24.14 26.31
ARk e R L AR AR R L L AR RABARE

Time--> 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.21 21.47 ng 277278 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
4 2.2-Dimethvlalutaric anhvdride 142 C7H1003 002938-48-9 40
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 40

Abundance Scan 20 (3.208 min): BG039772.D (-15) (-) m/z 56.25 100.00%
56
5000 41 84 {?
| 69
3534 |aa 5053 o5 781 3.20 3.30 3.40 3.50 3.60
W““v“WMW““PMP“W“éhﬂP“w“”l“P“W“JPMP“W““PMP“W m/z  84.20 51.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1456: Cyclohexane
56
41 84
5000 AR AR R IR AR
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.15 48_.11%
15 |80 3$, ha 5093|| 61 65,| 7477 81
e B 15 30 % B B A0 45 0 5 6 T 1 B B
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.15 37.81%
69 84
29
W'”'P'”I”'W'”'P'hI”'W'”'P'LI”'ﬁq'fl'”I§%ﬁ§“'P'”I”'W'”'P'“I”'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 42.15 22 .29%
5000 4l
69
- 84
15 |30 38 |44 5053“ 6165, | 737781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 12.92 ng 166864 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 32 (3.279 min): BG039772.D (-28) (-) m/z 73.15 100.00%
73
5000 43
55 87
37 3.203.303.403.503.60 3.70
e e e e b e e e e .| M/z 43,15 45.10%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A AR AR A AR AR AR
43 O 3.203.30 3.403.50 3.60 3.70
- 87 m/z 55.15 29.69%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.203.303.403.503.60 3.70
5000 a1 55 m/z 87.25 25.98%
29 ‘
..,...Mhn...h:.%?,.ulah..??ﬂll.??...:,..??,....l%?..,..}??...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73 3.203.303.403.503.60 3.70
m/z 41.15 10.62%
5000 59
87
43
29 || 52 67 ||, 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 3 unknown7.68 Concentration Rank 1

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

7.68 86.69 ng 1119440 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 781 (7.679 min): BG039772.D (-773) (-) m/z 132.15 100.00%
132
5000 68
96 R UL UL R
40 54 7.40 7.60 7.80 8.00
Qe lwsus | w7z 68.15  41.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I L I
7.40 7.60 7.80 8.00
31 51 78 m/z 134.15 32.30%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 66.15 29.19%
33 44 o 105
...‘.|.‘.‘..Gﬁ..‘..P....‘,.“.:!']'?,.. S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 16.66%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. /AN B ——
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.38 2.78 ng 111514 Phenanthrene-d10 17.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

2 Tridecanoic acid 214 C13H2602 000638-53-9 95

3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 76

5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2603 (18.382 min): BG039772.D (-2597) (-) m/z 43.10 100.00%

60 73
5000 129
H . 213
1 it B Ak
01 143 199 ‘ 227 256 18.00 18.20 18.40 18.60
'| .'.-”.,ﬁl..?"]'..d.". 1 ,....|....,.|...-,....,.'...,...!,. m/z 73.15  96.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

18.00 18.20 18.40 18.60

m/z 60.15 92 .56%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
R RARRARS s A ST T
43 18.00 18.20 18.40 18.60
5000 m/z 55.15 72.21%
129
29 ‘ 115 11 214
185
15,.\.‘..,w.‘..\\.\\.q‘w. H, A 2 | e |
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e B A ma e
60 73 18.00 18.20 18.40 18.60
43 m/z 41.15 70.62%
5000 129
29
15 |
R R RSN I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039772.D

Aca On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 6 Bis(2-ethylhexyl) maleate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.54 2.27 ng 90996 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 74
2 Bis(2-ethvlhexvl) methvlenesucci... 354 C21H3804 002287-83-4 38
3 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 35
4 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 27
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 27
Abundance Scan 2800 (19.539 min): BG039772.D (-2794) (-) m/z 57.20 100.00%
57
117
5000 100
82 lllllllllllllllll
3 19,20 19.40 19.60 19.80
e |||, 'I e A | m/z 117.15  59.44%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000 100
29 19.20 19.40 19.60 19.80
m/z 71.25 57 .15%
12 ..L h L J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance #186656: Bis(2-ethylhexyl) methylenesuccinate
57
113 19.20 19.40 19.60 19.80
5000 m/z 70.15 45 _49%
131
29 83 ‘
lih b 149167 195 225243 207 325
m/z--> 50 100 150 200 250 300 '
Abundance #48866: Undecane, 4,5-dimethyl-
57 19.20 19.40 19.60 19.80
m/z 43.20 45_43%
5000
29 } 112
..“.‘.li‘.‘.‘ﬁﬁuluuulé}l.... T  REREE REE R B
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO030519\
Data File : BG039772.D

Acq On : 5 Mar 2019 20:05

Operator : JU/SJ

Sample : K1727-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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]
1-Pentene, 2-methyl- 3.21 21.5 ng 277278 1 8.15 258270 20.0
Butane, 2-methoxy... 3.28 12.9 ng 166864 1 8.15 258270 20.0
unknown? .68 7.68 86.7 ng 1119440 1 8.15 258270 20.0
n-Hexadecanoic acid 18.38 2.8 ng 111514 4 17.52 802472 20.0
Bis(2-ethylhexyl)... 19.54 2.3 ng 90996 4 17.52 802472 20.0
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