LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On I 26 Sep 2017 00:24 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15361-02 ek
Misc i DRUM-A-B-COMP
ALS Vial : 18 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 F\METHODS\8270-BF092317.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 2.222 19 23 38 rvB 305285 431212 2.18% 0.847%
2 5.222 514 533 536 rBY 5135872 19821753 100.00% 38.948%
3 5.540 582 587 590 rBVY 1922257 1751708 8.84% 3.442%
4 6.528 751 755 758 rBV 994641 752179 3.79% 1.478%
5 6.681 777 781 785 rBVY 3209782 3189623 16.09% 6.267%

6.916 817 821 824 rBV 937933 846505 4.27% 1.663%
7.075 843 848 851 rBV 3611006 3538663 17.85% 6.953%
7.475 911 916 919 rBV 2566049 2931051 14.79% 5.759%
8.192 1034 1038 1042 rBV 1326662 1191522 6.01% 2.341%
9.186 1203 1207 1216 rVB 280253 251626 1.27% 0.494%

=
QO ~NO®

11 9.275 1216 1222 1225 rBV 4988675 5202771 26.25% 10.223%
12 9.951 1333 1337 1341 rVB 1544764 1301927 6.57% 2.558%
13 10.563 1435 1441 1443 rBV 307612 277858 1.40% 0.546%
14 10.592 1443 1446 1449 rVB 683503 516020 2.60% 1.014%
15 10.733 1467 1470 1477 rVB 566158 462340 2.33% 0.908%

16 11.416 1583 1586 1588 rVV 681058 666319 3.36% 1.309%
17 11.439 1588 1590 1593 rVB 1494427 1131012 5.71% 2.222%
18 13.027 1854 1860 1863 rBV 4357429 4629049 23.35% 9.096%
19 13.716 1973 1977 1981 rBV 403375 351212 1.77% 0.690%
20 14.074 2034 2038 2042 rVB 1043163 869572 4_.39% 1.709%

21 15.562 2286 2291 2300 rBV2 594624 778661 3.93% 1.530%

Sum of corrected areas: 50892583
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098802.D

26 Sep 2017 00:24

SJ/JuU

15361-02 DRUM-A-B-COMP
18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

2.22

TIC: BF098802.D
5/22

7.07
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5000000

4000000

3000000

2000000

1000000

TIC: BF098802.D

9,27

13.03

9.95 11.44
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10,66
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=TT
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13.00
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A
LI B
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5000000

4000000
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.72

TIC: BF098802.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

2.22 10.19 ng 431212 1,4-Dichlorobenzene-d4 6.92
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 23 (2.222 min): BF098802.D (-19) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.0
2.20 2.30 2.40 2.50 2.60
O prrrrrrlabl i e e m/Zz 43.05 39.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 27.51%
G|
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 AR U AR UG UL R
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.05 24 _48Y%

29.0
97.0 1120 129.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.27%
5000 43.0
58.0
N A O e O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

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

5.22 468.32 ng 19821800 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF098802.D (-514) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 S L —
480 5.00 5.20 5.40 5.60
83.0
SRS 1 O L1 SN N 1 B — m/z 59.10 64.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS LN UL I L
59.0 480 500 520 540 5.60
m/z 101.10 24 _.67%
\?]‘"0 L 1L L 83.0 10%.0
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 18.65%
HUUNARRA "I""I""I'"'??'Q'I""I""I""I"" +?§'?"'4??'q'l
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140

Abundance #3159: 5-Hexen-2-one e R !
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.68%
5000
270 55.0
noo 710 830 980
e e e e e e e e e R RRARE AT )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.68 Concentration Rank 3

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

6.68 75.36 ng 3189620 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 781 (6.681 min): BF098802.D (-777) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.0 UL A L R
40.1 540 6.40 6.60 6.80 7.00
v v e X B NSO € X [ N m/z 68.10 39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DU SR A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.76%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.10%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T —fr | L B B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.31%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 2,4-dibromo- Concentration Rank 8

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

9.19 3.87 ng 251626 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol. 2.6-dibromo- 250 C6H4Br20 000608-33-3 98
3 2-Pvridinamine. 3.5-dibromo- 250 C5H4Br2N2 035486-42-1 47
4 1H-Benzotriazole. 5-nitro- 164 C6H4N402 002338-12-7 32
5 2-Chloroethyl carbonate 186 C5H8CI203 000623-97-2 32

Abundance Scan 1208 (9.192 min): BF098802.D (-1203) (-) m/z 251.90 100.00%
251.9
5000 63.0
144.9 NSRRI NARAE BRE L
38.1 92.0 116.9 170.9 2228 8.80 9.00 9.20 9.40 9.60

m/z 249.90 52 .38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102631: Phenol, 2,4-dibromo-

252.0

5000

880 9.00 920 940 9.60
m/z 253.90 47 .66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
252.0
A RARES B e
63.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 63.00 47 .23%
92.0 143.0
38.0 .
117.0 170.0 223.0
A B o R B B A RBARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102621: 2-Pyridinamine, 3,5-dibromo- T
252.0 8.80 9.00 9.20 9.40 9.60
m/z 144_.90 18.69%
5000 92.0
65.0 171.0
37\\'0 L. 117.0 14‘\10 | 1970 2250 L,
I} | | i n
A B o o B B e AR RARRS R I BARARE B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl1l0.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 4.27 ng 277858 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclopentanedione. 3-methvl- 112 C6H802 000765-70-8 46
2 Phenol. 4-fluoro- 112 C6H5FO 000371-41-5 43
3 Maleic hvdrazide 112 C4H4N202 000123-33-1 40
4 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 37
5 1,4-Cyclohexanedione 112 C6H802 000637-88-7 35
Abundance Scan 1441 (10.563 min): BF098802.D (-1435) (-) m/z 112.10 100.00%
1191
82.1
5000
223.1 EREEEEREEE S e e
54.0 | 1360 1630 [ 10,20 10.40 10.60 10.80
L T e = AN S m/z 82.10 67.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6411: 1,2-Cyclopentanedione, 3-methyl-
112.0
5000 ) SRR UL SRR B
4.0 690 10,20 10.40 10.60 10.80
m/z 84.10 21.74%
150 ‘ ‘ MM\ Al ‘ 950 il
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220
Abundance
112.0
10.20 10.40 10.60 10.80
5000 m/z 223.10 19.58%
83.0
57.0
31.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6218: Maleic hydrazide R
112.0 10.20 10.40 10.60 10.80
82.0 m/z 54.00 15.07%
5000
55.0
o
H i |
m/z--> 20 ' 60 80 100 120 140 160 180 200 220 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 7 Maleic hydrazide Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.59 7.93 ng 516020 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maleic hvdrazide 112 C4HA4AN202 000123-33-1 59
2 4H-1.2.4-Triazol-3-amine. 4-ethvl- 112 C4H8N4 042786-06-1 35
3 1H-Imidazole. 2-methvl- 82 C4H6N2 000693-98-1 30
4 1H-Pvrazole. l-methvl- 82 C4H6N2 000930-36-9 27
5 5-Azacytosine 112 C3H4N40 000931-86-2 27

Abundance Scan 1446 (10.592 min): BF098802.D (-1443) (-) m/z 112.05 100.00%
11p.1
82.0
5000
54.0 210.1 S | |
10.20 10.40 10.60 10.80 11.00
el 13401901 1780 L "m/z 82.05 80.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6219: Maleic hydrazide
82.0 112.0
55.0
000 290 10.20 10.40 10.60 10.80 11.00
‘ m/z 210.10 25.27%
'%%glwhﬂw“wu\'“'ld'“l""""l“"l'“'l"“l"'w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
112.0
280 10.20 10.40 10.60 10.80 11.00
5000 m/z 84.05 23.89%
84.0
56.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #1153: 1H-Imidazole, 2-methyl- R R
82.0 10.20 10.40 10.60 10.80 11.00
m/z 54.00 21.95%
5000 540
28.0
”'“PW'JW'”I'”'“”"P"W"”I'”'I”"P"W"”I UV SRR R
m/z--> 20 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098802.D

Aca On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample : 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 unknownl3.72 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 8.08 ng 351212 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-fluoro- 112 C6H5F0 000371-41-5 47
2 Sulfide.1l- propenvl l1l-propvnvl 112 C6HS8S 089533-93-7 43
3 2-(N.N-Bis(2-chloroethvDamino)m... 265 C9H13CI12N302 014628-36-5 40
4 5-Azacvtosine 112 C3H4N40 000931-86-2 37
5 6-[2-Hexahydroazepino-1-hydroxye... 374 C25H30N20 035871-87-5 37
Abundance Scan 1978 (13.721 min): BF098802.D (-1973) (-) m/z 112.00 100.00%
112.0
5000
54.0 1 13.40 13.60 13.80 14.00
el J 94819302839 3028 428 J7 82.05  38.40%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #6353: Phenol, 4-fluoro-
112.0
5000 AR AN AN AR
13.40 13.60 13.80 14.00
m/z 84.10 13.41%
57.0
I%%q‘lw'j'lJ”'l""I""P"'I""I"”I""I
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
39.0 112.0
13.40 13.60 13.80 14.00
5000 m/z 111.10 11.21%
77.0
AR LA SURLELEL I UL SARLELEL SURLELELN SURLLEL UL
mz-> 0 50 100 150 200 250 300 350 400
Abundance #114950: 2-(N,N-Bis(2-chloroethyl)amino)methyl-2,3-dihydro... 3 R R R e,
112.0 13.40 13.60 13.80 14.00
m/z 54.00 8.39%
5000
36.0 7glo
B P SNSRI | NN Y | .
mz-> 0 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\

Data File : BF098802.D

Acq On : 26 Sep 2017 00:24

Operator : SJ/JU

Sample - 15361-02 B
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.22 10.2 ng 431212 1 6.92 846505 20.0
2-Pentanone, 4-hy... 5.22 468.3 ng 19821800 1 6.92 846505 20.0
unknown6 .68 6.68 75.4 ng 3189620 1 6.92 846505 20.0
Phenol, 2,4-dibromo- 9.19 3.9 ng 251626 3 9.95 1301930 20.0
unknown10.56 10.56 4.3 ng 277858 3 9.95 1301930 20.0
Maleic hydrazide 10.59 7.9 ng 516020 3 9.95 1301930 20.0
unknownl13.72 13.72 8.1 ng 351212 5 14.07 869572 20.0
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