LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4516-06RE ClientSampleld :
Misc - ND-BASELINE-WATERRE
ALS Vial : 24 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 F\METHODS\8270-BF080818 .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 2.372 3 6 13 rVB 1390726 1842730 33.24% 5.015%
2 5.248 491 495 505 rvB 95709 112136 2.02% 0.305%
3 5.630 556 560 564 rBY 2361466 2133432 38.49% 5.806%
4 6.619 724 728 732 rBVY 1516624 1384299 24.97% 3.767%
5 6.777 750 755 758 rBVY 4136973 3933707 70.97% 10.705%
6 7.007 790 794 797 rBV 1127426 993562 17.92% 2.704%
7 7.166 816 821 824 rBV 4244726 3865340 69.73% 10.519%
8 7.571 884 890 893 rBY 3177680 3238574 58.43% 8.813%
9 8.289 1007 1012 1015 rBVvV 1380621 1166082 21.04% 3.173%
10 9.365 1188 1195 1198 rBVY 6057817 5543002 100.00% 15.084%

11 9.754 1257 1261 1264 rBV 654542 548640 9.90% 1.493%
12 10.048 1307 1311 1315 rBV2 1332971 1220945 22.03% 3.323%
13 10.842 1442 1446 1450 rBV 2681581 2749740 49.61% 7.483%
14 11.548 1559 1566 1573 rBV 1107468 1269164 22.90% 3.454%
15 11.624 1576 1579 1582 rVB 114365 93958 1.70% 0.256%

16 11.736 1594 1598 1601 rBV 163880 132185 2.38% 0.360%
17 11.912 1624 1628 1631 rBV 336414 287796 5.19% 0.783%
18 12.330 1696 1699 1702 rBV 147183 113552 2.05% 0.309%

19 12.930 1798 1801 1803 rVB2 84781 71158 1.28% 0.194%
20 13.071 1822 1825 1830 rBV5 30837 58468 1.05% 0.159%
21 13.136 1831 1836 1839 rVV 3996067 3920471 70.73% 10.669%
22 13.595 1911 1914 1918 rBvV4 43942 72979 1.32% 0.199%
23 13.912 1963 1968 1974 rBV9 41142 79889 1.44% 0.217%
24 14.200 2012 2017 2025 rVB 939958 990888 17.88% 2.697%
25 14.330 2037 2039 2046 rVB4 43521 62089 1.12% 0.169%
26 14.636 2088 2091 2096 rVB3 55474 80961 1.46% 0.220%

27 15.753 2275 2281 2287 rBV 560679 780727 14.08% 2.125%

Sum of corrected areas: 36746474
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.37 37.09 ng 1842730 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108365.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
| 240 250 2.60 2.70 2.80
Obrrr e e b e e e || M7z 43.10 46.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR AR U AR
43.0 240 2.50 2.60 2.70 2.80
- 550 87.0 m/z 55.10 31.51%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 LSRR AL U IR
240 2.50 2.60 2.70 2.80
5000 41.0 550 m/z 87.10 26.65%
29.0
o 1, \‘\ Ll 990 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A sy pmaE LR
3.0 240 2.50 2.60 2.70 2.80
m/z 41.10 15.16%
5000 550 /\
43.0
27.0
ol 150 ), M“\ J L 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.25 2.26 ng 112136 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 495 (5.248 min): BF108365.D (-491) (-) m/z 43.05 100.00%
43.0
59.1
5000
510 | 83.1 1%D 5.00 5.20 5.40 5.60
ot e e m/z 59.10 52.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U USRS UL IR
5.00 520 5.40 5.60
59.0 1010 m/z 58.10 16.43%
0 21.0 350, | 510 || 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 5.60
5000 m/z 101.00 16.17%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A B o A ma
59.0 5.00 520 5.40 5.60
m/z 41.10 8.54%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ : . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1

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

6.78 79.18 ng 3933710 1,4-Dichlorobenzene-d4 7.01
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 755 (6.777 min): BF108365.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T T T T T T
40.0 541 J 6.40 6.60 6.80 7.00 7.20
0 RO L A m/z 68.10 45.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI IR UL RN
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.92%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.91%
0 "'M |'§{0'k”7ﬂ?"8§9"| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.66%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | N GN—
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Wed Aug 22 16:22:49 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, (l1-ethylundecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.08 ng 132185 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 94
2 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 80
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 72
4 Benzene. (1l-ethvloctv)- 218 C16H26 004621-36-7 64
5 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 50
Abundance Scan 1599 (11.742 min): BF108365.D (-1594) (-) m/z 91.05 100.00%
91.0
5000 1191
41.1 231.2
71.0 1471 1751 260.3 11.40 11.60 11.80 12.00
Ottt ettt b e bk | M/Z 119.10  51.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000

11.40 11.60 11.80 12.00
m/z 231.20 12.87%

41.0
ol 70 147.0 1750 207.0 2310 2600
R o e B A E s e S RRRARREREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87783: Benzene, (1-ethylnonyl)-
91.0
S| R
11.40 11.60 11.80 12.00
5000 119.0 m/z 105.05 12.28%
. “1° 600 | . 1810 2030 2330
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0 11.40 11.60 11.80 12.00
m/z 41.10 11.69%
119.0
5000
41.0
01220 710 | 1470 1750 217.0  246.0 W\J\NA»/\
e e e e e e e T R e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108365.D

Aca On : 22 Aug 2018 3:59

Operator : Ju/SJ

Sample = J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, (1-methyldodecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 4_.54 ng 287796 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 87
2 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
4 1-Hexene. 3-methvl-6-phenvl-4-(1... 294 C21H260 1000194-52-4 64
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 59
Abundance Scan 1628 (11.912 min): BF108365.D (-1624) (-) m/z 105.05 100.00%
105.1
5000
411 79.1 260.3 11.60 11.80 12.00 12.20
Obr it 22916111010 2171 U 757106.10 13.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000

11.60 11.80 12.00 12.20
m/z 91.10 9.94%

0 43.0 79.0 | 133.0 166.0 189.0 221.0  260.0
T e N Suae
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87787: Benzene, (1-methyldecyl)-
105.0
11.60 11.80 12.00 12.20
5000 m/z 41.10 5.57%
220 410 600 790 | | 128.0147.0 1750 203.0 2320
R = st e N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99254: Benzene, (1-methylundecyl)- A E
105.0 11.60 11.80 12.00 12.20
m/z 260.30 5.04%
5000
o 410 600 79.0 | | 128.0147.0168.0  207.0  246.0 m\ A [\
i i L et
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\

Data File : BF108365.D

Acq On : 22 Aug 2018 3:59

Operator : JU/SJ

Sample - J4516-06RE :
Misc : ND-BASELINE-WATERRE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Butane, 2-methoxy... 2.37 37.1 ng 1842730 1 7.01 993562 20.0
2-Pentanone, 4-hy... 5.25 2.3 ng 112136 1 7.01 993562 20.0
unknown6.78 6.78 79.2 ng 3933710 1 7.01 993562 20.0
Benzene, (l1-ethyl... 11.74 2.1 ng 132185 4 11.55 1269160 20.0
Benzene, (1-methy... 11.91 4.5 ng 287796 4 11.55 1269160 20.0
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